LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\

Data File : BF097688.D

Aca On : 15 Aug 2017 13:53 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; 14705-01 SRACOMJ’
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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.981 487 492 500 rvB 194080 273769 9.82% 0.874%
2 5.387 556 561 564 rBY 2586942 2603839 93.41% 8.315%
3 6.410 729 735 739 rVB 2564014 2765894 99.22% 8.833%
4 6.551 754 759 762 rBVY 2559256 2607378 93.53% 8.326%
5 6.781 794 798 802 rBVY 1100462 856257 30.72% 2.734%
6 6.939 820 825 828 rBVY 2036280 1798366 64.51% 5.743%
7 7.345 889 894 897 rBVY 1648338 1623777 58.25% 5.185%
8 7.428 903 908 911 rBV 38109 35806 1.28% 0.114%
9 8.063 1012 1016 1019 rBvV 1376049 1130456 40.55% 3.610%
10 8.775 1133 1137 1140 rBV 40188 29485 1.06% 0.094%

11 9.139 1195 1199 1203 rBV 2814495 2607274 93.53% 8.326%
12 9.533 1263 1266 1270 rBV 610079 496723 17.82% 1.586%

13 9.757 1301 1304 1309 rvB2 36697 32560 1.17% 0.104%
14 9.816 1310 1314 1318 rBV2 1277349 1110987 39.85% 3.548%
15 10.022 1346 1349 1352 rBV 35707 31073 1.11% 0.099%
16 10.257 1386 1389 1392 rVB 72961 51929 1.86% 0.166%
17 10.480 1420 1427 1429 rBV 22840 33622 1.21% 0.107%

18 10.598 1443 1447 1451 rBV 1556655 1467744 52.65% 4.687%
19 10.727 1466 1469 1478 rBV 82355 101465 3.64% 0.324%

20 10.969 1507 1510 1513 rBV3 28455 30541 1.10% 0.098%
21 11.180 1542 1546 1548 rBV2 53079 42826 1.54% 0.137%
22 11.298 1562 1566 1569 rBV 1240461 1035530 37.15% 3.307%
23 11.322 1569 1570 1572 rVV 65590 30012 1.08% 0.096%
24 11.369 1572 1578 1581 rVB3 37985 36339 1.30% 0.116%
25 11.857 1652 1661 1668 rBV 2154392 2787620 100.00% 8.902%
26 12.233 1722 1725 1730 rBv4 25196 31311 1.12% 0.100%
27 12.427 1756 1758 1764 rVB4 22782 29699 1.07% 0.095%
28 12.504 1766 1771 1774 rBV 148652 146785 5.27% 0.469%
29 12.551 1775 1779 1781 rBvV4 25633 35124 1.26% 0.112%

30 12.633 1786 1793 1805 rVV 1752550 2059785 73.89% 6.578%

31 12.733 1805 1810 1813 rVB 124567 143104 5.13% 0.457%
32 12.886 1832 1836 1839 rBV 2126982 1872909 67.19% 5.981%
33 13.339 1911 1913 1916 rBvV4 25632 30925 1.11% 0.099%
34 13.727 1974 1979 1982 rBV3 40254 64690 2.32% 0.207%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\

Data File : BF097688.D

Aca On : 15 Aug 2017 13:53 Instrument :
Operator : SJ/JU gﬁgiéamlem'
a?zgle ; 14705-01 SRACOM;’
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:\HPCHEM1I\BNA F\METHODS\8270-BF081517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.763 1982 1985 1987 rVvV 26297 28688 1.03% 0.092%

36 13.792 1987 1990 1995 rVV2 344203 352814 12.66% 1.127%
37 13.927 2008 2013 2016 rBV 856244 898957 32.25% 2.871%

38 13.957 2016 2018 2020 rVB 53586 44057 1.58% 0.141%
39 14.115 2042 2045 2053 rBV6 25954 47732 1.71% 0.152%
40 14.427 2093 2098 2102 rBVY 131428 162877 5.84% 0.520%
41 14.727 2146 2149 2155 rVB4 23240 35325 1.27% 0.113%
42 14.792 2157 2160 2164 rVB 39785 49479 1.77% 0.158%
43 14.945 2183 2186 2189 rBVY 67956 88506 3.17% 0.283%
44 15.051 2201 2204 2212 rBV4 56952 100567 3.61% 0.321%
45 15.239 2232 2236 2240 rBVY 44878 54801 1.97% 0.175%
46 15.298 2242 2246 2251 rBVY 40877 53861 1.93% 0.172%
47 15.362 2251 2257 2264 rBVY 598268 753532 27.03% 2.406%
48 15.851 2336 2340 2343 rBV 42923 68176 2.45% 0.218%
49 15.886 2343 2346 2355 rVB6 45487 85675 3.07% 0.274%
50 16.209 2399 2401 2408 rVB6 25612 44597 1.60% 0.142%
51 16.745 2489 2492 2502 rVB4 15651 33747 1.21% 0.108%
52 17.345 2586 2594 2603 rVV10 56895 144096 5.17% 0.460%
53 17.439 2606 2610 2618 rVBS8 21866 47035 1.69% 0.150%

54 19.327 2923 2931 2941 rBV9 56050 184311 6.61% 0.589%

Sum of corrected areas: 31314437
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097688.D

Aca On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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: BF097688.D

5.39 6.4B.55
2500000
6.94
2000000
7.35

1500000

6.78
1000000

500000

4.98

2
B A L L T i

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: BF097688.D

2500000
11.86 12.89

2000000

10.60

15000001 8.06 0.82 11.30

1000000
9.53

500000

8.77 | 9.76 10.02 10-2610,4&(}\73 10.9711.14:337

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: BF097688.D

2500000
2000000
1500000
1000000

500000

TEED  16.21 16.74 1743444 19.33

o) S ——————————————————_——_eS el e e 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:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097688.D

Aca On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 6

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

4.98 6.39 ng 273769 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Acetone 58 C3H60 000067-64-1 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 492 (4.981 min): BF097688.D (-487) (-) m/z 42.95 100.00%
43.0
5000 50.0
100 460 480 500 520 540
83.0 : : : :
0 ...,....,....,....',':...,..':I,..??,"]...,....,....,|....,. m/z 59.00 49.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L L
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 58.00 19.23%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30.0
a0 250 4B0 500 550 540
5000 m/z 101.00 17.48%
57.0 88.0
15.0
73.0
e S S S SULIULS SURILIL I IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e R e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.21%
5000
101.0
150 310 %80 690 860
m/z--> 10 20 30 4'0 50 6 70 8 9 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097688.D

Aca On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.55 Concentration Rank 1

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

6.55 60.90 ng 2607380 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 759 (6.551 min): BF097688.D (-754) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 %.0 %0 6w 650 ok
54.0 : : : :
0.,....,....I'!...,:!..,:!'.'.|,..7.5.;?....,..!.,?1??.?....,....,-'...,.. m/z 68.10 45.73%
m/z--> 20 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 N
5000 BN S SR
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 33.73%
. | | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
117.0 6.20 640 6.60 680
5000 m/z 66.00 29.57%
39.0 910
270 . 510 650 770 105.0
O R Rk o T o o S o T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T P e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.82%
5000 67.0
41.0 97.0
‘ 79.0 117.0
m/z--> 20 30 40 50 60 70 8 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:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097688.D

Aca On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.86 53.84 ng 2787620 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 20
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 18
Abundance Scan 1662 (11.863 min): BF097688.D (-1652) (-) m/z 73.00 100.00%
73.0
43.0
5000 1291
97.1 213.2 P
157.1 1852 256.3 11.60 11.80 12.00 12.20
O m/z 59.95 74.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 L B B SULR AU
129.0 nmnmnmnm
97.0 o , m/z 43.05 71.14%
.0 185.0
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl ||‘| RRSE |‘| . |‘| ST |“| ”2'353'(?'”" —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
1160 11.80 12.00 12.20
5000 129.0 m/z 57.05 57 .39%
970 199.0 242.0
157.0
0 1800
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid R e REREE Rmay
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.05 56.12%
5000 129.0
185.0 228.0
e |
OIII‘I\”‘I‘H‘ \MIII‘HI\II\I\‘I |“|‘|||‘||||‘1|6|(‘3|P|||||‘|||| |||||||||||| SRSN— . S N S
miz--> 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:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097688.D

Aca On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.63 45.83 ng 2059790 Chrysene-di12 13.93
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
Abundance Scan 1792 (12.627 min): BF097688.D (-1786) (-) m/z 73.00 100.00%
430 730
5000
129.1
0 185.1
: 241.2 12.40 12.60 12.80 13.00
284.3
o 15 213.2 m/z 43.05  88.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
12.40 12.60 12.80 13.00
m/z 60.00 78.17%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
12140 1260 12.80 13.00
5000 m/z 57.05 71.41%
129.0 242.0
97.0 199.0
o 150.0171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid REEN R AR R
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.00 62.23%
5000 129.0
185.0 228.0
A
0 |-‘--- ‘-‘--”l‘]‘-”” ‘H---‘HH ““H----H-:-L-S-??-‘-- T IREEENERERESRE L L B e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097688.D

Aca On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl3.79 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 7.85 ng 352814 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Butoxvethoxv)ethvl benzoate 266 C15H2204 1000366-98-4 35
2 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 27
3 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 27
4 Malonic acid. 2-butyl octadecvl ... 412 C25H4804 1000349-08-4 22
5 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 14
Abundance Scan 1990 (13.792 min): BF097688.D (-1987) (-) m/z 105.00 100.00%
105.0
149.1
77.0
5000 570
R e A
1251 13.40 13.60 13.80 14.00 14.20
Ol 38 1790 208.1 m/z 149.05 72.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115474: 2-(2-Butoxyethoxy)ethyl benzoate
105.0
5000 57.0
77.0 149.0 13.40 13.60 13.80 14.00 14.20
m/z 77.00 49 _.31%
I T T L Y- R 7 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105.0 149.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 57.05 36.47%
77.0
oL 280 51.0 175.0  209.0 236.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl... LI e e e
105.0 13.40 13.60 13.80 14.00 14.20
m/z 83.05 31.94%
149.0
5000
77.0
ol 280 51.0 o 1790 2090 2360
m/z--> 25 45 65 85 160 150 150 160 180 200 220 240 2é0 13. 40 13. 60 13. 80 14.00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097688.D

Aca On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .43 3.62 ng 162877 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 83
4 n-Tetracosanol-1 354 C24H500 000506-51-4 81
5 1-Heptacosanol 396 C27H560 002004-39-9 81
Abundance Scan 2098 (14.427 min): BF097688.D (-2093) (-) m/z 57.05 100.00%

57.0

5000

-

39.1 14.20 14.40 14.60 14.80

207.0240.0

0 m/z 43.05 76.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 LA L L L L L L L LB

14.20 14.40 14.60 14.80
m/z 83.00 73.50%

18. ‘ 139.0 1960
Lzg LIL L e
m/z--> 50 200 250 300 350 400
Abundance
57.0 479
R B AR R
14.20 14.40 14.60 14.80
5000 m/z 55.00 67.38%
139.0
o 182.0 222.0 2660 311.0 412.0 MJM/‘A/\M
T T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate R mEEEE RS S
57.0 14.20 14.40 14.60 14.80
m/z 69.05 58.54%
97.0
5000
1690
oL ‘ Ly 238.0 283.0 434.0
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097688.D

Aca On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Hentriacontane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.05  2.67 ng 100567  Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hentriacontane 437 C31H64 000630-04-6 58

2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 53
3 Heneicosane 296 C21H44 000629-94-7 52
4 2-methvloctacosane 408 C29H60 1000376-72-8 49
5 Tetratetracontane 619 C44H90 007098-22-8 49

Abundance Scan 2204 (15.051 min): BF097688.D (-2201) (-) m/z 57.00 100.00%
57.0
5000
1521 207.0 14.80 15.00 15.20 15.40
o m/z 71.05 75.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 LA L L L L L LB
14.80 15.00 15.20 15.40
99.0 m/z 43.05 57.77%
e e P e e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R R EREE RS S
14.80 15.00 15.20 15.40
5000 m/z 85.05 54 _.85%
99.0
0 1410 1830 2390 5810 3230
T T T T T T T e T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane B B LS R
57.0 14.80 15.00 15.20 15.40
m/z 252.05 52.74%
5000
99.0
0l15.0] ] | ‘]\J 141.0 183.0 225.0 296.0
B L e o o e B e I L B o o o e B o B
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097688.D

Aca On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Bromoacetic acid, pentadecy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.27 ng 85675 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. pentadecvl ester 348 C17H33Bro02 131143-01-6 50
2 Decane. 5.6-bis(2.2-dimethvlprop... 278 C20H38 073002-85-4 47
3 1-Heptacosanol 396 C27H560 002004-39-9 46
4 1-Eicosanol 298 C20H420 000629-96-9 43
5 Cyclopentane, 1,1,3,4-tetramethy... 126 C9H18 020309-77-7 38
Abundance Scan 2347 (15.892 min): BF097688.D (-2343) (-) m/z 55.00 100.00%
53.0 97.0
5000
5 e
165.1  208.0 15.60 15.80 16.00 16.20
0 m/z 97.05 91.94%
m/z--> 50 100 150 200 250 300 350
Abundance #182418: Bromoacetic acid, pentadecy! ester
43.0, g30
5000 L AR SR SO B
15.60 15.80 16.00 16.20
230 m/z 83.00 74 .89%
| \\ h | T | 152018205110 2550
0..‘.‘,‘.‘.‘.‘.“‘,‘.‘.“.‘.,‘”..;‘.,]’.;L...,.'...,....,....
m/z--> 50 100 150 200 250 300 350
Abundance
83.0
41.0 15,60 15.80 16.00 16.20
5000 m/z 111.05 59.70%
139.0 221.0
) 181.0 780
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol AR EEREE L
57.0 (97.0 15.60 15.80 16.00 16.20
m/z 43.00 56.82%
5000
‘ P3go
0 27,0 || || | ‘I I ) 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097688.D

Aca On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl7.34 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.34 3.82 ng 144096 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ledene oxide-(C11) 220 C15H240 1000159-36-7 32
2 Cvclopentane-3"-spiropentacvclol... 376 C28H40 1000150-19-8 27
3 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 25
4 Benzimidazole. 2-ethyl-1-propvl- 188 C12H16N2 024103-02-4 22
5 Allopregnane-3.beta.,7.alpha.-di... 334 C21H3403 000566-20-1 12

Abundance Scan 2593 (17.339 min): BF097688.D (-2586) (-) m/z 43.00 100.00%
43.0
107.0
5000 145.1
213.1
. 77-? e 25?'1 30?-3 | 17.00 17.20 17.40 17.60
oL, N S m/z 106.95 57.88%
miz--> 50 100 150 200 250 300 350 400
Abundance #77521: Ledene oxide-(ll)
43.0
5000
91.0 159.0 17.00 17.20 17.40 17.60
m/z 57.05 55.41%
il
oLy O
miz--> 50 100 150 200 250 300 350 400
Abundance
145.0
.
91.0 214.0 17.00 17.20 17.40 17.60
5000l 41.0 m/z 55.00 48.51%
o 251.0 319.0 376.0
T b = T L
miz--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- T
43.0 17.00 17.20 17.40 17.60
m/z 105.00 47 .46%
5000
810 368.0
145.0 329.0
414.0
213.0 247.
okl oy | prro 22024700050 | || Bl i
miz--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081517\
Data File : BF097688.D

Aca On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Cyclohexanone, 2,3,3-trimet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.33 4.89 ng 184311 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-91-9 51
2 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 43
3 3(4H)-Phenanthrenone. 4a.4b.5.6.... 246 C17H260 057684-12-5 30
4 Caparratriene 206 C15H26 1000374-08-7 30
5 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 27

Abundance Scan 2932 (19.333 min): BF097688.D (-2923) (-) m/z 95.05 100.00%

.0

5000
163.1

é

205.2 231.2

19.00 19.20 19.40

0 m/z 69.00 98.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66172: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-but...
123.0
95.0 206.0
5000 410 LA L B B B R I B B B
69 0 19. OO 19 20 19. 40
m/z 109.10 86.78%
LI 90 gm0
0 ..w.”., .”w.”.“.u..” A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81.0 123.0
41.0 —
19.00 19.20 19.40
5000 191.0 m/z 55.00 76.75%
150.0
0 102.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T

Abundance #99207: 3(4H)-Phenanthrenone, 4a,4b,5,6,7,8,8a,9,10,10a-de... L L IS e o

109.0 19.00  19.20  19.40

246.0 m/z 80.95 72.56%

69.0
5000
33.0 161.0
| 203.0
e - ——
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1900 1920  19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF081517\
Data File : BF097688.D

Acq On : 15 Aug 2017 13:53

Operator : SJ/JU

Sample : 14705-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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._.98 6.4 ng 273769 1 6.78 856257 20.0
unknown6 .55 6.55 60.9 ng 2607380 1 6.78 856257 20.0
n-Hexadecanoic acid 11.86 53.8 ng 2787620 4 11.30 1035530 20.0
Octadecanoic acid 12.63 45.8 ng 2059790 5 13.93 898957 20.0
unknown13.79 13.79 7.8 ng 352814 5 13.93 898957 20.0
Ethanol, 2-(tetra... 14.43 3.6 ng 162877 5 13.93 898957 20.0
Hentriacontane 15.05 2.7 ng 100567 6 15.36 753532 20.0
Bromoacetic acid,... 15.89 2.3 ng 85675 6 15.36 753532 20.0
unknownl7.34 17.34 3.8 ng 144096 6 15.36 753532 20.0
Cyclohexanone, 2,... 19.33 4.9 ng 184311 6 15.36 753532 20.0
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