LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\

Data File : BF103222.D

Aca On : 26 Feb 2018 17:32 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : J1395-03 NB-01-022318

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 2.134 3 8 37 rVB 1049480 2100804 59.78% 5.468%
2 5.063 500 506 509 rBV 32818 38163 1.09% 0.099%
3 5.098 509 512 519 rVB 207783 247733 7 .05% 0.645%
4 5.492 575 579 592 rBY 3337380 3514431 100.00% 9.147%
5 6.504 746 751 767 rVB 3232590 3393956 96.57% 8.833%
6 6.639 770 774 778 rBVY 3541453 3359526 95.59% 8.744%
7 6.869 809 813 817 rBVY 1183101 952577 27.10% 2.479%
8 7.028 835 840 843 rBVY 2852325 2640636 75.14% 6.873%
9 7.433 904 909 912 rBVY 2357955 2238527 63.70% 5.826%
10 8.151 1027 1031 1037 rBVY 1466536 1228976 34.97% 3.199%

11 8.704 1122 1125 1128 rBV 184422 147678 4._.20% 0.384%
12 9.227 1209 1214 1217 rBV 3504867 3459545 98.44% 9.004%
13 9.616 1276 1280 1287 rBV 324833 289824 8.25% 0.754%
14 9.704 1292 1295 1300 rVB2 32155 44030 1.25% 0.115%
15 9.827 1311 1316 1318 rBV 65858 63865 1.82% 0.166%

16 9.904 1326 1329 1333 rBV 1353395 1237612 35.22% 3.221%
17 10.322 1394 1400 1403 rBvV2 107521 139364 3.97% 0.363%
18 10.545 1434 1438 1440 rBvV 42237 43713 1.24% 0.114%
19 10.621 1447 1451 1454 rVB 831118 761334 21.66% 1.981%
20 10.698 1460 1464 1473 rBV 1920353 1947260 55.41% 5.068%

21 10.798 1478 1481 1485 rBV 91744 120785 3.44% 0.314%
22 11.051 1520 1524 1528 rVB7 27909 38006 1.08% 0.099%
23 11.245 1555 1557 1560 rBV 50592 42150 1.20% 0.110%
24 11.398 1579 1583 1586 rBV 1234307 1093986 31.13% 2.847%
25 11.774 1644 1647 1650 rVB 165142 129887 3.70% 0.338%

26 11.910 1663 1670 1685 rBV 735301 1461673 41.59% 3.804%
27 12.157 1709 1712 1717 rVB 81505 86632 2.47% 0.225%
28 12.380 1744 1750 1752 rBV4 64761 138026 3.93% 0.359%
29 12.463 1761 1764 1766 rBV 517206 430817 12.26% 1.121%
30 12.486 1766 1768 1774 rVB3 352249 321973 9.16% 0.838%

31 12.568 1780 1782 1785 rVB 82376 66096 1.88% 0.172%
32 12.615 1785 1790 1798 rBV3 128243 241170 6.86% 0.628%
33 12.698 1800 1804 1812 rVV 405519 448943 12.77% 1.168%
34 12.845 1826 1829 1831 rBV 83501 78497 2.23% 0.204%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.980 1848 1852 1856 rBV 2437946 2358150 67.10% 6.137%

36 13.245 1892 1897 1907 rVB2 198777 480155 13.66% 1.250%
37 13.862 2000 2002 2007 rBV 197822 204672 5.82% 0.533%
38 14.004 2022 2026 2030 rBV2 211620 332590 9.46% 0.866%
39 14.045 2030 2033 2037 rVB 791188 717763 20.42% 1.868%
40 14.604 2123 2128 2132 rBVY 237849 338174 9.62% 0.880%

41 14.957 2184 2188 2191 rBV6 107369 189142 5.38% 0.492%
42 15.186 2224 2227 2232 rVB 137155 194241 5.53% 0.506%

43 15.551 2284 2289 2296 rVB 610919 853235 24.28% 2.221%
44 15.839 2334 2338 2344 rVB2 115762 206608 5.88% 0.538%

Sum of corrected areas: 38422925
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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

Abundance TIC: BF103222.D
3500000 5.49 6.5/

3000000 703
2500000 7.43
2000000

1500000

6.87
2.13
1000000

500000

5.10
e

] T T S e L L

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: BF103222.D
3500000 923

3000000
12.98
2500000

2000000 10.70

8.15

1500000 9.90

11.40

1000000

500000 0.62

s e B e B e A L e ottt

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: BF103222.D
3500000

3000000

2500000

2000000

1500000

14.04

1000000

500000

o T T T T [

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\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 3

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

2.13 44_.11 ng 2100800 1,4-Dichlorobenzene-d4 6.87
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 7 (2.128 min): BF103222.D (-3) (-) m/z 73.00 100.00%
3
5000 43 /\
55
87 IIIIIIIIIII|IIII|IIII|I
2.20 2.30 2.40 2.50
o S | Y OV 1 | (97 108118127 140 153 1 ' 'm/z 43.00 43.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AR UL AN LR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 33.27%
29
0"'l"“"‘l“"'"'l"""l"'"l""|""|""|""|"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
87
2.20 2.30 2.40 2.50
5000 41 55 m/z 86.95 24 _41%
29
0 97 112 129
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8379: 3-Pentanol, 2,4-dimethyl-
73 2.20 2.30 2.40 2.50
m/z 41.00 15.18%
5000 55
43
27
0 "1?| Ba -VL‘-- o B F?' '??' UL UURL L UL UURLL B NSRS RARSE RN AR
m/z--> 20 40 60 80 100 120 140 160 180 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 12

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

5.10 5.20 ng 247733 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
5 3-Hexanol 102 C6H140 000623-37-0 28

Abundance Scan 512 (5.098 min): BF103222.D (-509) (-) m/z 43.00 100.00%
a3
59
5000
ot 480 500 520 540
o..w..”,.”.,”??m:.w??u,”§?“..w§?”,..MJ.”.,. m/z 59.00 62.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HBE RS LR L

480 5.00 5.20 5.40
59 m/z 101.00 19.07%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 " 83 91 \‘
L B B o il A e e R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R m e EEaa s m
57 4.80 500 520 5.40
5000 m/z 57.95 16.43%
29 101
o 15 37 51 73 83 95
I L B A I B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R EREEREaTEoSEE
59 480 5.00 520 5.40
m/z 40.95 8.87%
5000
a1 101
15 \\3\1 \‘H 53\\\“ 69 8\3
o RSN IS PSSR 8 4 L1 L PR E ¢ARSES NS S sl el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 unknown6.64 Concentration Rank 1

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

6.64 70.54 ng 3359530 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 774 (6.639 min): BF103222.D (-770) (-) m/z 132.00 100.00%
32
5000 68
6 U LN L L
40 ‘ 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...:l'!.‘.‘?,:'...‘,5?...|,..':.,..5??,....,.':..,.1.1.5.,...., - m/z 68.00 41.52%
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 URRBE RN S LR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.09%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 65.95 28.51%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole A E R Ras na

132 6.40 6.60 6.80 7.00
m/z 69.00 16.12%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 5 2-Hydroxy-iso-butyrophenone Concentration Rank 18

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

8.70 2.40 ng 147678 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 50
3 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 23
4 Propionic acid. 2-isopropoxy-. m... 146 C7H1403 1000151-15-1 9
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 1124 (8.698 min): BF103222.D (-1122) (-) m/z 59.00 100.00%
59
5000
77 105 e e
fl | o | 840 8.60 8.80 9.00
O e e L s B o m/z 77.00 21.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59
5000 ISR LR LSRR S
8.40 8.60 8.80 9.00
43 77 105 m/z 105.00 20.41%
31
O '|""'|J"m' T 'Ll' 9}'| M"'lf%' "|'1§?'| R N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
59
840 8.60 880 9.00
5000 m/z 50.95 15.67%
75 105
43
o 121 149 165 180
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14336: Propanoic acid, 2-hydroxy-2-methyl-, ethyl ester
59 8.40 8.60 8.80 9.00
m/z 43.00 13.88%
5000
3 43
o 15 \‘ .70 89 117
m/z--> 20 40 60 80 100 120 140 160 180 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 Hexadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.25 ng 139364 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 50
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 47
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 43
4 Decane. l1l-iodo- 268 C10H211 002050-77-3 35
5 3-Heptanone, 4-methyl- 128 C8H160 006137-11-7 30
Abundance Scan 1400 (10.322 min): BF103222.D (-1394) (-) m/z 57.00 100.00%
57
43 71
5000

10.00 10.20 10.40 10.60

0 m/z 43.00 66.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
5000 71 LA L L L L L L LB L |

85 10.00 10.20 10.40 10.60
29 ‘ m/z 71.00 61.07%
L

A “ 99 113 127 141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
LS R ma e S e
43 71 10.00 10.20 10.40 10.60
5000 85 m/z 149.00 51.62%
29 113
99
ol e e A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59894: Tridecane, 3-methyl-
41 57 10.00 10.20 10.40 10.60
m/z 85.00 38.97%
5000
71
85
99
o Il w i | 13197149 169 183 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.62 12.30 ng 761334 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 50
3 Benzeneacetic acid. .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BroO 002114-00-3 47
5 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 47
Abundance Scan 1451 (10.621 min): BF103222.D (-1447) (-) m/z 104.95 100.00%
105
77
5000 182
51 S | SO
152 10.40 10.60 10.80 11.00
Ol 03 87 ) 115126 139 “oF 165 m/z 77.00 61.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
77 182
5000 AN B SR
10.40 10.60 10.80 11.00
o1 m/z 182.00 46.71%
o 27 39 | 63 | 126 152
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
165 ~10.40 10.60 10.80 11.00
5000 77 m/z 50.95 25.07%
51
oL 1827 39 63 91 127 139 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance #34281: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105 10.40 10.60 10.80 11.00
m/z 106.00 7.80%
77
5000
51
0 15 28 39 | 62 .91 | 121 136 164
m/z--> 20 40 60 80 100 120 140 160 180 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 Hexadecanoic acid, methyl e... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.37 ng 129887 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 90
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 1646 (11.768 min): BF103222.D (-1644) (-) m/z 73.95 100.00%
7]
87
5000 43
101129143 185 297 11.40 1160 11.80 12.00
0 ...,....,...Th,...: S s e A m/z 86.95 72.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methy! ester
74
87
5000
43 11.40 11.60 11.80 12.00
7 143 m/z 43.00 36 .80%
las 2L 10! | anruissionng®on D
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 11140 11.60 11.80 12.00
5000 43 m/z 55.00 34.51%
29 | 57 143
o 101115129 157171185199213227 241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84483: Tridecanoic acid, methyl ester T
74 11.40 11.60 11.80 12.00
87 m/z 41.00 27 .30%
5000
43 143
o152 | T s | asrn Piee 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.91 26.72 ng 1461670 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Undecanoic acid 186 C11H2202 000112-37-8 60
Abundance Scan 1670 (11.910 min): BF103222.D (-1663) (-) m/z 43.00 100.00%
5000 _V”‘AJhJLNJ\,,J\\~“/\\A“_~A“~—
U A IR BN BN
143157171185199%13 52 256 11.60 11.80 12.00 12.20
o} m/z 55.00 99.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 7
5000 29 256 R AR U SR DR

11:60 11.80 12.00 12.20
m/z 60.00 98.47%

21
L ) 143157171185 199
0...,....il..“.“,.‘l..,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
129 11.60 11.80 12.00 12.20
5000 m/z 73.00 95.12%
43
87
115
101 143 172
O T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 78 11.60 11.80 12.00 12.20
m/z 57.00 88.48%
43
5000
129
29 ‘ T7 115 171185 214
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 Supraene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.38 2.52 ng 138026 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 52
2 trans-Farnesol 222 C15H260 000106-28-5 47
3 Pentane. 1.5-dibromo- 228 C5H5H10Br2 000111-24-0 47
4 1.7-Octadien-3-one. 2-methvl-6-m... 150 C10H140 041702-60-7 46
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 43

Abundance Scan 1750 (12.380 min): BF103222.D (-1744) (-) m/z 69.00 100.00%

69
5000

12.00 12.20 12.40 12.60

0 m/z 81.00 54 _.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 [TTrr[rrrr[rrrrprrrr|m
12.00 12.20 12.40 12.60
41 o5 137 m/z 41.00 36.29%
0 L 116 163 191 217 245 273 299 341 367 410
it S T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R ERREEREES
12.00 12.20 12.40 12.60
5000 41 m/z 149.00 19.74%
93
0L.20 116130 161 101 222
T e L LML e e o oy B
m/z--> 50 100 150 200 250 300 350 400
Abundance #84688: Pentane, 1,5-dibromo- A B o
69 12.00 12.20 12.40 12.60
41 m/z 57.00 16.23%
5000
150
107
WIS I PR I IR . — e
m/z--> 50 100 150 200 250 300 350 400 12. OO 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 9,12-Octadecadienoic acid, ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.46 7.88 ng 430817 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 95
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 94
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 91

Abundance Scan 1764 (12.463 min): BF103222.D (-1761) (-) m/z 66.95 100.00%

67

5000

e

12.20 12.40 12. 60 12. 80

o} m/z 81.00 80.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67

1 N

12.20 12,40 12.60 12.80
m/z 55.00 69.14%

ol 2 135150 175 223 263979294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67

5000

a1 o5 12.20 12,40 12.60 12.80
5000 m/z 41.00 54 _.89%
110 294
. 15 135150 178 196 220 237 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139719: 11,14-Octadecadienoic acid, methyl ester L T e

12.20 12,40 12.60 12.80
m/z 95.00 53.20%

109
178193 220

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12.80

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 trans-13-Octadecenoic acid,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.49 5.89 ng 321973 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 90
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 87
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 87
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 83
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 80
Abundance Scan 1769 (12.492 min): BF103222.D (-1766) (-) m/z 145.00 100.00%
70 145
5000
108 130 | g 204 265
49 189 235 281 12.20 12.40 12.60 12.80
Obrrrrrrrr bt m/z 79.00 99.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester
5000 R IR B AR AR
97 nmnmnmnm
m/z 93.00 46 .24%
29 123138153 180 507222 546 2% 096
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
112.20 12,40 12,60 12.80
5000 » m/z 80.00 33.56%
97 264
123 152 180 7222 6 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
5 12.20 12.40 12.60 12.80
74 m/z 91.00 28.27%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80

8270-BF022218_.M Tue Feb 27 10:33:19 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 14 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.70 8.21 ng 448943 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 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1804 (12.698 min): BF103222.D (-1800) (-) m/z 72.95 100.00%
43 57 78
5000 129
Jﬂ Vs | o e 21 e 1240 12,60 12580 1200
157 227 : : : :
o s L= m/z 43.00 96.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 IR AU BN R
12.40 12.60 12.80 13.00
m/z 60.00 89.71%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> IR AU BN U
12.40 12.60 12.80 13.00
5000 129 m/z 57.00 88.02%
29 87
115 | 143 199 242
101 185
o p i S \_,\/\/\/\rkw
wﬁmmmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R R R
43 60 12.40 12.60 12.80 13.00
m/z 55.00 76.90%
5000
143157171185199213
(o} L = NS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 12%0 1280 1350
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 Heptacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.24 13.38 ng 480155 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Pentacosane 352 C25H52 000629-99-2 86
3 Nonane. 4.5-dimethvl- 156 C11H24 017302-23-7 86
4 Eicosane 282 C20H42 000112-95-8 80
5 Tritetracontane 605 C43H88 007098-21-7 78

Abundance Scan 1896 (13.239 min): BF103222.D (-1892) (-) m/z 57.00 100.00%
57
5000 85 wmAN\Afuw“,f/\ngwuwnx_.:
155 215 13.00 13.20 13.40 13.60
ol h 1 | “31.,..1.83.,...2?1,....,....,.... m/z 71.00 61.58%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LN BN BN UL B
85 13.00 13.20 13.40 13.60
m/z 43.00 56.23%
0 ?P L g8 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
~13.00 13.20 13.40 13.60
5000 85 m/z 85.00 42 .86%
113
L2 141 169189211 239 267 205 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #28438: Nonane, 4,5-dimethyl- R b RRREE EE e
43 13.00 13.20 13.40 13.60
m/z 55.00 17.87%
71
5000
0 \‘ J\ | “ ‘ 99 \126 156
m/z--> 50 @ 150 200 250 300 350 13.00 13.20 1340 13.60

8270-BF022218_.M Tue Feb 27 10:33:20 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 Trifluoroacetoxy hexadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.86 5.70 ng 204672  Chrysene-di2 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Trifluoroacetoxv hexadecane 338 C18H33F302  006222-03-3 91

959092-08-1 91
959010-23-2 91
006222-07-7 91

2 Pentafluoropropionic acid. penta... 374 C18H31F502
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302
4 Pentafluoropropionic acid. hexad... 388 C19H33F502

5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 2002 (13.862 min): BF103222.D (-2000) (-) m/z 57.00 100.00%
57
83
5000
111
e R Eaa s
o4 e A e B m/z 55.00 79.68%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 TT T[T T T T[T T rrrrrrr1
13. 60 13. 80 14. 00 14. 20
29 125 m/z 43.00 78 .86%
oL i 79 | | | 154 195 224 251269 320
— T T T T T T e T
m/z--> 50 100 150 200 250 300 350
Abundance
57
83 M
13.60 13.80 14.00 14.20
5000 11 m/z 83.00 71.64%
29 39
0 139 163182 210 537055 356
T T T T T T o T T
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester B EERR Bam e L
13.60 13.80 14.00 14.20
83 m/z 69.00 67.74%
5000 111
29
o h 1‘}0 15‘32 210 937255 306
< e S S e e e R Eaa s
m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. 00 14. 20

8270-BF022218_.M Tue Feb 27 10:33:21 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 17 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.60 9.42 ng 338174 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 89
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2127 (14.598 min): BF103222.D (-2123) (-) m/z 57.00 100.00%
57
5000 e q\_/\/\J\/“/\\
LRI LN BSUIL SN B
113 14.20 14.40 14.60 14.80 15.00
141
ol AL T 060 107218 254 om0 0160 6. 64
m/z--> 50 1 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR AR BRI B B
Mmmmmmmmmm
m/z 43.00 51.73%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.00 46 .89%
. 29 113 141 160 107 225 253 295 323 367
m/z--> 55 160 150 260 250 360 350 '
Abundance #209566: Octacosane A e
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 19.44%
5000 85 NwmwmwNMwJMJ&h””“wvwﬂ\W~
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1420 1440 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 18 unknownl14.96 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.96 4.43 ng 189142 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cholest-5-en-3-0l (3.beta.)-. pr... 442 C30H5002 000633-31-8 25
2 Cholest-5-en-3-0l (3.beta.)-. ac... 428 C29H4802 000604-35-3 20
3 5-Cholene. 3.24-dihvdroxv- 360 C24H4002 1000251-69-2 10
4 E-11-Methvl-12-tetradecen-1-ol a... 268 C17H3202 1000130-80-7 10

5 Pregnan-3-one, (5.alpha.)- 302 C21H340 014778-11-1 10
Abundance Scan 2189 (14.962 min): BF103222.D (-2184) (-) m/z 43.00 100.00%
¥ic]
5000 81 145 ¥ﬁv/\A-\-»/V\~A,/«V\«MA~M
275
185 213 301 L LI B e
m3f 1%mmmmmmo
ob—i i At | Tm/z 57.00 79.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #225503: Cholest-5-en-3-ol (3.beta.)-, propanoate
57
368
5000 LA L L L L L L
81105 147 14.60 14.80 15.00 15.20
0
29‘ H ‘ ‘H o 2 e m/z 81.00 47.42%
oL “: Al |‘ |‘i‘ M\‘w 'ml H‘IH |m\ \\\ b \ nl " '“Ll H\ |2|83| | |3|2|6| I\I ‘l T
miz--> 50 100 150 200 250 300 350 400
Abundance
43
e e B
14.60 14.80 15.00 15.20
5000 81 368 m/z 69.00 41.90%
107 147
213 __ 260
o 173 239 298 326 428
e e el i T et
miz--> 50 100 150 200 250 300 350 400
Abundance #190889: 5-Cholene, 3,24-dihydroxy- LA B
55 14.60 14.80 15.00 15.20
81 m/z 145.00 41.23%
5000 255
147 242
173 201 228 33
oLl H mh ‘H' NP I R R S
miz--> 50 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 19 Tetratetracontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.19 4_.55 ng 194241 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 86
4 Pentatriacontane 493 C35H72 000630-07-9 80
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 80
Abundance Scan 2228 (15.192 min): BF103222.D (-2224) (-) m/z 57.00 100.00%
57
5000 m‘,ﬂ\/L,\\

141172204 5 271 14. 80 15. oo 15. 20 15. 40 15. 60
0! m/z 71.00 66.83%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57

5000 e e R e
14. 80 15. OO 15. 20 15. 40 15. 60

m/z 43.00 64 .76%

0 ‘H L1 ;I.69 211 253 295 337 393 432463 505 561591
T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57
e
14.80 15.00 15.20 15.40 15.60
5000 m/z 55.00 60.81%
97

0 127 169 211 253 295 337 379 421 463 505 547 604

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #132964: Methoxyacetic acid, 2-tetradecy! ester A B R e
57 14.80 15.00 15.20 15.40 15.60

m/z 85.00 53.08%

” W%/\w
2&3 ] o7 197

1| 127 16617 243

R L - R

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14. 80 15. 00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103222.D

Aca On : 26 Feb 2018 17:32

Operator : SJ/JU

Sample : J1395-03

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 20 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.84 4.84 ng 206608 Perylene-d12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 83
3 Docosane 310 C22H46 000629-97-0 80
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 72
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 68
Abundance Scan 2338 (15.839 min): BF103222.D (-2334) (-) m/z 57.00 100.00%
57
85
5000
4 " 15.60 15.80 16.00 16.20
141 169 211 295
o...,....,'...|,..‘:.,‘:-...J-.ue'.,.'...,'...-.,....,.1.9.?....~..2..3,7....ﬁ‘??.,....,...., m/z 71.05 65.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane
57
5000 LRI UL BN BRI B
4 85 15 60 15. 80 16. oo 16 20
m/z 85.00 55.64%

o

D M8 141 169 197 225 p53 282
”w””“”w””“”w””“”.””.”.””.”.””“”.””“”w””,
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57

15.60 15. 80 16. OO 16.20

85

5000 m/z 43.00 55.50%
41
113
ol 26 141 169 197 225 253 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane b RREmE EE e
57 15.60 15.80 16.00 16.20

m/z 99.00 24 .14%

5000 85
4

197 225 253 281 310

onw.”J”w“L.ﬂ”w””,m”.”u.”.””.”..”.””.”..”w””, e —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF022618\

Data File : BF103222.D

Acq On > 26 Feb 2018 17:32 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

3?22'6 : J1395-03 NB-01-022318

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 44.1 ng 2100800 1 6.87 952577 20.0
2-Pentanone, 4-hy... 5.10 5.2 ng 247733 1 6.87 952577 20.0
unknown6 .64 6.64 70.5 ng 3359530 1 6.87 952577 20.0
2-Hydroxy-iso-but. .. 8.70 2.4 ng 147678 2 8.15 1228980 20.0
Hexadecane 10.32 2.3 ng 139364 3 9.90 1237610 20.0
Benzophenone 10.62 12.3 ng 761334 3 9.90 1237610 20.0
Hexadecanoic acid... 11.77 2.4 ng 129887 4 11.40 1093990 20.0
n-Hexadecanoic acid 11.91 26.7 ng 1461670 4 11.40 1093990 20.0
Supraene 12.38 2.5 ng 138026 4 11.40 1093990 20.0
9,12-Octadecadien... 12.46 7.9 ng 430817 4 11.40 1093990 20.0
trans-13-Octadece... 12.49 5.9 ng 321973 4 11.40 1093990 20.0
Octadecanoic acid 12.70 8.2 ng 448943 4 11.40 1093990 20.0
Heptacosane 13.24 13.4 ng 480155 5 14.04 717763 20.0
Trifluoroacetoxy ... 13.86 5.7 ng 204672 5 14.04 717763 20.0
Heneicosane 14 .60 9.4 ng 338174 5 14.04 717763 20.0
unknownl14 .96 14.96 4.4 ng 189142 6 15.55 853235 20.0
Tetratetracontane 15.19 4.5 ng 194241 6 15.55 853235 20.0
Eicosane 15.84 4.8 ng 206608 6 15.55 853235 20.0
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