LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample = J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.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 2.128 3 7 30 rvB 873017 1846778 29.26% 4.004%
2 5.087 507 510 524 rBV 124857 197641 3.13% 0.429%
3 5.487 575 578 601 rBY 1170038 1977437 31.34% 4.288%
4 6.504 747 751 769 rBV 717418 1389481 22.02% 3.013%
5 6.634 769 773 782 rVV 2674666 2903511 46.01% 6.296%
6 6.698 782 784 803 rVB 228510 455349 7.22% 0.987%
7 6.863 808 812 834 rVvVv 832252 1005587 15.93% 2.180%
8 7.016 834 838 864 rVB 2726403 2850728 45.17% 6.181%
9 7.434 904 909 925 rBVY 1910685 2752951 43.62% 5.969%
10 8.145 1026 1030 1048 rBV 959386 1212380 19.21% 2.629%

11 9.222 1208 1213 1222 rBV 3461749 3797384 60.17% 8.234%
12 9.616 1274 1280 1286 rBV2 72346 104357 1.65% 0.226%
13 9.816 1311 1314 1318 rBV 92023 75930 1.20% 0.165%
14 9.904 1325 1329 1340 rBV 1296971 1303994 20.66% 2.827%
15 10.104 1360 1363 1367 rBV 95135 125990 2.00% 0.273%

16 10.316 1394 1399 1402 rBV2 141089 120128 1.90% 0.260%
17 10.698 1460 1464 1477 rBV 1618491 2062122 32.68% 4._.471%
18 10.786 1477 1479 1485 rVV 87199 102939 1.63% 0.223%
19 11.051 1520 1524 1533 rBV2 91946 149115 2.36% 0.323%
20 11.398 1579 1583 1595 rBV 1239160 1328841 21.06% 2.881%

21 11.927 1665 1673 1685 rBV 2427249 3879709 61.48% 8.413%
22 12.192 1695 1718 1736 rVB 1018929 6310601 100.00% 13.684%
23 12.622 1785 1791 1798 rBV2 191605 395506 6.27% 0.858%
24 12.710 1799 1806 1820 rVV 2010732 2970628 47.07% 6.441%
25 12.986 1848 1853 1856 rBV 2957853 3132515 49.64% 6.792%

26 13.857 1998 2001 2007 rBV 374749 443959 7.04% 0.963%
27 13.933 2007 2014 2018 rVV3 92176 177655 2.82% 0.385%
28 14.051 2030 2034 2045 rBV 953335 1122547 17.79% 2.434%
29 14.539 2112 2117 2122 rVB 91329 143339 2.27% 0.311%
30 14.792 2158 2160 2170 rVV5 39670 64582 1.02% 0.140%

31 14.868 2170 2173 2176 rVV 157204 167111 2.65% 0.362%
32 14.910 2176 2180 2195 rVB5 98986 254714 4.04% 0.552%
33 15.110 2209 2214 2221 rBV3 60052 137478 2.18% 0.298%
34 15.557 2285 2290 2309 rVB 599899 1084696 17.19% 2.352%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample = J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 19.451 2947 2952 2955 rBV6 34805 70619 1.12% 0.153%

Sum of corrected areas: 46118302

8270-BF022218_.M Fri Mar 09 10:10:09 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF103513.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.13 36.73 ng 1846780 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 7 (2.128 min): BF103513.D (-3) (-) m/z 73.00 100.00%
73

5000 43

5‘5 87 L
| 220 2.30 2.40 2.50
0 Lol A 98108120131 143 168 207 "m/z 43.00 40.71%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-

>

/>

5000 LA L L L L L
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 30.31%
29 ‘ ‘
,.‘a‘..‘,“.‘...,..‘.‘.,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87 R Eissmmnns
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.00 24 .36%
29
97 112 129
L B o e LA A e A R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50
m/z 41.00 12 .68%
5000 43
58
29 ‘ 87
,.‘.“..,‘a...,...‘.,.‘...,....,....,....,....,....,.... R N ABSARRREN
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.09 3.93 ng 197641 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 23
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 511 (5.093 min): BF103513.D (-507) (-) m/z 43.00 100.00%
43
59
5000
1 480 500 520 540
83
...,....,....,....','!...,??!'.',....,....,.'...,...:,|....,. m/z 59.00 60.24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR R R LS
59 480 500 520 540
m/z 101.00 18.66%
15 31 101
| 25 7 37, 53 83
miz--> 5 % m k% & B % % 1% 1
Abundance
59

480 5.00 520 5.40
5000 m/z 57.95 17.00%

41
29 101
53 73 86
A I o o LA I e e e o o I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59

480 5.00 5.20 5.40
m/z 41.00 8.31%

5000 43
31
15 ‘ \‘\ 69 87

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 3

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

6.63 57.75 ng 2903510 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 772 (6.628 min): BF103513.D (-769) (-) m/z 132.00 100.00%
132
5000 68
96
47 61 B | 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...:!'!...,". Bl e 87 el | M/Z 67.95  49.10%
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
5000
6.20 6.40 6.60 6.80 7.00
78 m/z 65.95 33.33%
I 1 | !
mz> 10 26 30 45 50 80 75 8 9 100 110 130 130 140
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 31.33%
33 44 g7 105
51 60 7078 g 115
wwmwmwmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 19.23%
5000
104
66
14 27 37445158 P 77 g9 97 || 115
m/z--> 15 25 §0 45 55 éo 75 85 do 160 1i0 150 1§0 140 620 eho 660 6%0 760
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7

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

6.70 9.06 ng 455349 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 39
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 38
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 36
5 _beta.-Methoxyethoxymethyl chloride 124 C4H9CI02 003970-21-6 36

Abundance Scan 784 (6.698 min): BF103513.D (-782) (-) m/z 45.00 100.00%
45
5000 5o
72
6.40 6.60 6.80 7.00
104
..,....,....,..3.6.,.|!..,....l....,I'.'..,...f??....,....,....,....,1.35?.,....,... m/z 58.95 35.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45 F
5000
31 59 6.40 6.60 6.80 7.00
72 m/z 71.95 20.83%
AT N RO T S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
6.40 6.60 6.80 7.00
5000 m/z 43.00 13.45%
59 72
31 89
15 103 119 148
WmﬂwmmTwwmﬁW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)-  EBERa SaE
45 6.40 6.60 6.80 7.00
m/z 73.00 12.89%
5000 59
73
I ‘ ‘ || & 103
m/z--> 10 20 §0 Jo 50 eb 70 80 90 100 110 120 130 140 150 eho 6.60 6.80 760
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tetradecanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.05 2.24 ng 149115 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetradecanoic acid
2 Tridecanoic acid
3 n-Decanoic acid
4 Undecanoic acid
5 Silver butanoate

228 C14H2802

214 C13H2602
172 C10H2002
186 C11H2202
194 C4H7Ag02

000544-63-8 81
000638-53-9 64
000334-48-5 59
000112-37-8 47
005076-24-4 38

Abundance Scan 1524 (11.051 min): BF103513.D (-1520) (-) m/z 72.95 100.00%
73
5000 129
85
185 L T
o7 115 | M3 am 908 10.80 11.00 11.20 11.40
m/z 43.00 97 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84452:; Tetradecanoic acid
60 73
43
5000 129 LIS L L LL  LL
185 10.80 11.00 11.20 11.40
0
2‘9 H 97 115 143 - 171 106 228 m/z 59.95 96.68%
AL .W. .“l“‘.‘l‘.‘ d ‘ ‘”‘ “‘ : ‘. S N - 211 A
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
60 73
43 e R
10.80 11.00 11.20 11.40
5000 0 129 m/z 41.00 78.51%
85 115 171
97 143157 185 ¥
197
L o e o o LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39470: n-Decanoic acid B e LA
60 73 10.80 11.00 11.20 11.40
m/z 55.00 76.36%
41
5000
29 129
11
101 143
EREEERERESaE sy 1 .“,‘..‘l“. ..‘..,‘..1.5.5.... R R R R R N EEEEE Ra s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11. 20 11. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.93 58.39 ng 3879710 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1673 (11.927 min): BF103513.D (-1665) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 115 213 UL VA U BN
143197171185, 49 227 541 256 11,60 11.80 12,00 12.20
4l m/z 59.95 98.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L BULULE BN BN I
nmnmnmnm
m/z 43.00 89.43%

213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—r

11.60 11.80 12.00 12.20

5000 129 m/z 57.00 82.73%
29 87 115 171
185 214
15 101 143157 108
L L L L B R RN N NN RSN RS EEEEREE Eaa el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid L e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 74_.21%
5000 129
29
15

m/z--> 20 40 60 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Squalene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.19 94 .98 ng 6310600 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
4 .psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 83
5 Bis(3-methylbut-3-enyl) phthalate 302 C18H2204 022711-53-1 59
Abundance Scan 1718 (12.192 min): BF103513.D (-1695) (-) m/z 69.00 100.00%
69
5000
41
95
149 11.80 12.00 12.20 12.40 12.60
I .".‘. A1 208 231 278209 341367 | "m/z 81.00 52.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4
11.80 12.00 12.20 12.40 12.60
o5 m/z 41.00 27 .83%
L] “h\ ;17 ﬂ ‘161 101 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
11:80 12.00 12.20 12.40 12.60
5000 m/z 95.00 14 _.32%
41

95 137
117 163 191 217 245 273 299 341 367 410

%

m/z--> 50 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene e R R = = et

69 11.80 12.00 12.20 12.40 12.60

m/z 67.00 10.27%
5000 41
95
121
\‘t\L\ d LM (177 205225245 273 299 342

T
m/z--> 50 100 150 200 250 300 350 400 11. 80 12. OO 12 20 12. 40 12. 60

8270-BF022218_.M Fri Mar 09 10:10:24 2018

Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 9-Hexadecenoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.62 5.95 ng 395506 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid 254 C16H3002 002091-29-4 81
2 Oleic Acid 282 C18H3402 000112-80-1 74
3 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 68
4 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 68
5 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 64
Abundance Scan 1791 (12.622 min): BF103513.D (-1785) (-) m/z 55.00 100.00%
55
41

69
5000 8

-

12.40 12.60 12.80 13.00
m/z 41.00 79.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105670: 9-Hexadecenoic acid
41 55

69

:

12.I40 12!60 12.I80 13.IOO
m/z 43.00 60.01%

5000

152166180194 219 236 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
4 o
T e
12.40 12.60 12.80 13.00
5000 69 m/z 69.00 59.53%
83
27 97

Mlios 151166180004 220235 264 282

W’mmﬁmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129347: cis-13-Octadecenoic acid I EEE L & ARERRa S
12.40 12.60 12.80 13.00
m/z 83.00 51.51%

5000

111

:

125139 264

165180 207222236 282
e i ——
mz--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.71 44_.71 ng 2970630 Phenanthrene-d10 11.40
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 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1806 (12.710 min): BF103513.D (-1799) (-) m/z 43.00 100.00%
48 5
5000
185 241 RS BN SRR
143157171 12.40 12.60 12.80 13.00
ERAEEE o m/z 73.00 98.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
5000 AN AR AR
12.40 12.60 12.80 13.00
284 m/z 60.00 94.46%
2 \M 143,5,171
| 1
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
12.40 12.60 12.80 13.00
5000 129 m/z 57.00 90.71%
87 199
27 15 4355 213227242
wﬁm‘mmmmwwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R R
43 60 12.40 12.60 12.80 13.00
m/z 55.00 79.91%
5000
143157171185 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240'12%6 1256 1566"'
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Trifluoroacetic acid, penta... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.86 7.91 ng 443959 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 2002 (13.863 min): BF103513.D (-1998) (-) m/z 57.00 100.00%
4
5000
U DU BN SURIUR SR
139 13.60 13.80 14.00 14.20
N 154 181 209226 281 n/z B5.00 93 77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57
83
4
5000 U U BN SURIUR SR
13.60 13.80 14.00 14.20
m/z 43.00 89.13%
140 157182 210 537255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R S REEmE s
97 13.60 13.80 14.00 14.20
5000 N m/z 83.00 83.16%
29
125
14 153168 308
WWTWWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
T T T T

Abundance #194133: Dichloroacetic acid, heptadecy! ester R R B e
13.60 13.80 14.00 14.20

m/z 69.00 74 .31%

5000

:

139154169 101 210 238 55 205
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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, l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.93 3.17 ng 177655 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-iodo- 380 C18H371 000629-93-6 86
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 86
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
4 Hexadecane 226 C16H34 000544-76-3 78
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 72
Abundance Scan 2013 (13.927 min): BF103513.D (-2007) (-) m/z 57.00 100.00%
57
4 113 13.60 13.80 14.00 14.20
141 169 193 : : : :
et b b D O 28 e m/Z 71.00  57.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #202264: Octadecane, 1-iodo-
57

%

5000 85 TT LR B TTT T T
13. 60 13. 80 14. 00 14.20
m/z 43.00 54 _.14%
113
15 \‘ Ll 7 ap S 183 o1y 253
..qnnpnq.”quup.npn.”..””.”..”.””..”.”.”.q””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
AR am e
13.60 13.80 14.00 14.20
5000 85 m/z 85.00 40.32%
41
183
113159 155 310
mmwﬁwwwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo- R a R mamEE L
57 13.60 13.80 14.00 14.20
m/z 55.00 19.91%
5000 85
4
113 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.54 2.55 ng 143339 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
Abundance Scan 2117 (14.539 min): BF103513.D (-2112) (-) m/z 57.00 100.00%
g7
13 14110183 207 14.20 14.40 14.60 14.80
AL e 2or e 00 66750
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 UM UL S UL
85 14.20 14.40 14.60 14.80
m/z 43.00 52.14%
290 | us 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 44 _65%
113 141 183 211 239 267 296 LMVMAvnNVufwwﬁ/\wmmNN]\WNmVWh
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane R A REER R
57 14.20 14.40 14.60 14.80
m/z 99.00 17 .25%
- ] NW%M/\W\/\«M
29
DL M 1 16 107 o5 268
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknownl14.91 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .91 4.70 ng 254714 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-en-3-0l (3.beta.)-. ca... 448 C28H45CI102 007144-08-3 27
2 7-Dehvdrocholesterol i1socaproate 484 C33H5602 1000252-60-9 22
3 Prednisone 2l-acetate 400 C23H2806 000125-10-0 17
4 3-n-Heptvl-7-methvl-9-(2.6.6-tri... 368 C26H400 1000216-09-3 15
5 Cholest-5-en-3-0l (3.beta.)-, pr... 442 C30H5002 000633-31-8 12
Abundance Scan 2180 (14.910 min): BF103513.D (-2176) (-) m/z 57.00 100.00%
g7
5000 95
301
201 231 257 353 386 L IR B B
| 176 14.60 14.80 15.00 15.20
ek m/z 43.00 72 .82%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #226814: Cholest-5-en-3-ol (3.beta.)-, carbonochloridate
43
368
5000 LR BRI SULRLLE B B
mmmmmmmm
81 105 145 m/z 55.00 68.38%
: M M‘H \Hh ‘H h Hu \M \H iy 173| |2|13 247 27|5 |3(|)1| 3|2|6'| I" - |4|0‘|"| : ‘.14|'8.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
14,60 14.80 15.00 15.20
5000 m/z 95.00 44 .94Y%
81 105 368
145 175 213 247 283 400
m/z--> 55 160 1%0 260 250 360 3éo 460 4%0
Abundance #212148: Prednisone 21-acetate A REEREEaSS
43 14.60 14.80 15.00 15.20
m/z 83.00 35.91%
5000
121
69 91 L 147 301
Ll Ly 289 228 n 279 | M0 a0 e
m/z--> 50 100 150 200 250 300 350 400 450 1460 1480 1500 1520
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103513.D

Aca On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample : J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Triacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.11 2.53 ng 137478 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 86
2 Docosane 310 C22H46 000629-97-0 86
3 2-methvloctacosane 408 C29H60 1000376-72-8 83
4 Heneicosane 296 C21H44 000629-94-7 80
5 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 72
Abundance Scan 2214 (15.110 min): BF103513.D (-2209) (-) m/z 57.00 100.00%
5000 L"”“”Ax”ﬂ\MWM/\A“\fwu\uwﬂvw
211 252 14.80 15.00 15.20 15.40
262 m/z 71.00 62.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 R AR SO B B
Mmmmmmmm
13 m/z 43.00 56.52%
29 ““““\‘\ i 41 169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 360 3éo 460
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 47 .82%
29 113 141 169 197 225 253 281 310
m/z--> §o 160 150 260 250 360 3éo 460
Abundance #215181: 2-methyloctacosane A e  EEERE T
57 14.80 15.00 15.20 15.40
m/z 55.00 21.17%
5000 85
113
%9J ] U | 141,169 197 225 267 295 365 393
m/z--> §o 100 150 260 250 360 3éo 460 1480 1500 1520 15%0
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030818\
Data File : BF103513.D

Acq On : 8 Mar 2018 13:48

Operator : SJ/JU

Sample - J1810-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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]
Butane, 2-methoxy... 2.13 36.7 ng 1846780 1 6.86 1005590 20.0
2-Pentanone, 4-hy... 5.09 3.9 ng 197641 1 6.86 1005590 20.0
unknown6 .63 6.63 57.8 ng 2903510 1 6.86 1005590 20.0
Ethanol, 2-(2-eth... 6.70 9.1 ng 455349 1 6.86 1005590 20.0
Tetradecanoic acid 11.05 2.2 ng 149115 4 11.40 1328840 20.0
n-Hexadecanoic acid 11.93 58.4 ng 3879710 4 11.40 1328840 20.0
Squalene 12.19 95.0 ng 6310600 4 11.40 1328840 20.0
9-Hexadecenoic acid 12.62 6.0 ng 395506 4 11.40 1328840 20.0
Octadecanoic acid 12.71 44_.7 ng 2970630 4 11.40 1328840 20.0
Trifluoroacetic a... 13.86 7.9 ng 443959 5 14.05 1122550 20.0
Octadecane, 1-iodo- 13.93 3.2 ng 177655 5 14.05 1122550 20.0
Heptacosane 14.54 2.5 ng 143339 5 14.05 1122550 20.0
unknownl14 .91 14.91 4.7 ng 254714 6 15.56 1084700 20.0
Triacontane 15.11 2.5 ng 137478 6 15.56 1084700 20.0
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