LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 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-BF031518.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.587 590 595 598 rBVY 3452489 3711313 14.20% 3.953%
2 6.504 746 751 756 rBV4 145924 264676 1.01% 0.282%
3 6.587 760 765 768 rVV 3395189 3826724 14.64% 4_.076%
4 6.734 781 790 794 rBVY 3566739 3873926 14.82% 4.127%
5 6.792 797 800 804 rBV 302267 263306 1.01% 0.280%
6 6.969 826 830 833 rVB 1378341 1135498 4.34% 1.210%
7 7.122 850 856 860 rBY 2890933 2822006 10.80% 3.006%
8 7.528 921 925 927 rVV 2403826 2433061 9.31% 2.592%
9 7.551 927 929 932 rVV 461084 333064 1.27% 0.355%
10 8.216 1039 1042 1045 rVvVv 614985 624361 2.39% 0.665%

11 8.251 1045 1048 1050 rVvV 1675040 1467261 5.61% 1.563%
12 8.533 1092 1096 1100 rBV3 251499 283250 1.08% 0.302%
13 8.751 1129 1133 1135 rBV 332523 282427 1.08% 0.301%
14 8.828 1143 1146 1150 rBV 920476 688489 2.63% 0.733%
15 9.192 1204 1208 1213 rBV4 254286 303226 1.16% 0.323%

16 9.322 1226 1230 1233 rBV 3819362 3425995 13.11% 3.649%
17 9.392 1239 1242 1246 rBV 1116466 924016 3.54% 0.984%
18 9.657 1280 1287 1288 rBV6 180025 338609 1.30% 0.361%
19 9.710 1293 1296 1299 rBV 589216 610773 2.34% 0.651%
20 9.927 1330 1333 1337 rVB 1128837 961106 3.68% 1.024%

21 10.010 1341 1347 1350 rVB 1516011 1463677 5.60% 1.559%
22 10.245 1384 1387 1391 rBV2 312064 350635 1.34% 0.373%
23 10.427 1414 1418 1421 rVB 1255575 956822 3.66% 1.019%
24 10.645 1450 1455 1457 rBV 387522 489072 1.87% 0.521%
25 10.798 1477 1481 1484 rVB 2221015 2018162 7.72% 2.150%

26 10.898 1495 1498 1504 rBV 1108822 1182752 4_.53% 1.260%
27 11.351 1571 1575 1577 rBV 881316 748963 2.87% 0.798%
28 11.380 1577 1580 1586 rVB 335769 423337 1.62% 0.451%
29 11.498 1596 1600 1602 rBV 1521659 1304841 4_.99% 1.390%
30 11.522 1602 1604 1610 rVB2 275930 284453 1.09% 0.303%

31 11.774 1644 1647 1650 rBV 667566 562491 2.15% 0.599%
32 11.892 1661 1667 1670 rBV 6232924 8215682 31.44% 8.751%
33 12.027 1684 1690 1696 rBV 1201308 1474703 5.64% 1.571%
34 12.186 1714 1717 1719 rBV 522887 488723 1.87% 0.521%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 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-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.627 1778 1792 1796 rBV7 6022082 26134260 100.00% 27.838%

36 12.686 1798 1802 1804 rVV 4826923 4718690 18.06% 5.026%
37 12.721 1804 1808 1809 rVVv2 1512607 1602577 6.13% 1.707%
38 12.739 1809 1811 1820 rVV2 2050538 3182811 12.18% 3.390%
39 12.810 1820 1823 1836 rVV 1570746 1956894 7.49% 2.085%
40 12.951 1844 1847 1850 rBVY 479225 400862 1.53% 0.427%

41 13.092 1867 1871 1874 rVB 2631111 2375908 9.09% 2.531%
42 13.327 1909 1911 1916 rVB2 559583 570619 2.18% 0.608%
43 13.398 1920 1923 1926 rBVY 568667 527334 2.02% 0.562%
44 13.610 1956 1959 1962 rVB2 359313 318622 1.22% 0.339%
45 14.068 2034 2037 2041 rBV 585193 543789 2.08% 0.579%

46 14.151 2047 2051 2053 rBVY 881557 904620 3.46% 0.964%
47 15.062 2201 2206 2214 rVB 737978 1135938 4 _.35% 1.210%
48 15.686 2308 2312 2321 rVB 635360 967868 3.70% 1.031%

Sum of corrected areas: 93878192
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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: BF103703.D
6000000

5000000

4000000
5.59 6.5 73

3000000 7.12
7.53

2000000

1000000

1. A o b

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: BF103703.D

114.89 63
6000000

5000000

4000000 9.32

13.09

3000000

2000000

1000000

e e

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: BF103703.D

6000000
5000000
4000000

3000000

2000000
14.15 15.06 15.69

14.
1000000

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.73 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.73 68.23 ng 3873930 1,4-Dichlorobenzene-d4 6.97
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 789 (6.728 min): BF103703.D (-781) (-) m/z 132.00 100.00%
132
5000

6.40 6.60 6.80 7.00

O m/z 67.95 43.12%
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 A
5000 LA L L L L L LB L L BB |
6.40 6.60 6.80 7.00
0
31 51 78 m/z 134.00 31.90%
44 H
0 1 | . !
T T T R T T R e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R REEREEEEEE RSy
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 27.48%
41 53 97 117
79
0 34 89 || 105 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole O EAmE A B
132 6.40 6.60 6.80 7.00
m/z 69.05 17.07%
5000
104
51 oo 66 77 ‘ ‘
oL, 14 27 36 44 >-58 ) 89 97 | 115 |
AR R oo L o e L R R LR e e R RS R e s RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Tridecane Concentration Rank 16

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

8.83 9.38 ng 688489 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tetradecane 198 C14H30 000629-59-4 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Undecane. 2.6-dimethyl- 184 C13H28 017301-23-4 76
5 Decane, 5-propyl- 184 C13H28 017312-62-8 59

Abundance Scan 1146 (8.828 min): BF103703.D (-1143) (-) m/z 57.05 100.00%
43 ¥
71
5000

° :ﬁ%“z\"érjg"lﬁ QIJ_LJ\VV\N/\/\A«/
97 112 131 146 8.40 8.60 8.80 9.00 9.20
o...,....l,':..|,..":.,'!~...m,....,....,...1.“3,9...15.“.‘..,....,.... m/z 43.05 79.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane

71 NN N P

5000 85

8.40 8060 8.80 9.00 9.20
29 % m/z 71.10 59.27%
SR B = . £V~
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
¥ LAMAJUMAN
43
71 8.40 8060 8.80 9.00 9.20
5000 85 m/z 41.10 37.45%
29
ol 15 9 113 127 11 155 169 198
S N S| S M et M
miz--> 20 40 60 80 100 120 140 160 180 200 220 H,,xvav\A\JvJL«AMV\MﬁﬂﬂﬁAK
Abundance #83025: Hexadecane e B AR
- 8.40 8060 8.80 9.00 9.20
m/z 85.10 35.06%
5000 n
85
29
o | L L w 99 113 127 141 155 169 183 197 226
e N e .
mz--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8060 8.80 9.00 9.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Tetradecane Concentration Rank 11

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

9.39 12.63 ng 924016 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 90
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 86

Abundance Scan 1242 (9.392 min): BF103703.D (-1239) (-) m/z 57.05 100.00%
57
43

71
5000

R

—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
9.00 9.20 9.40 9.60 9.80
m/z 43.05 76 .19%

| 99 113 127 141 159 174 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane

IR MNMLM/\’\W

9.00 9.20 9.40 9.60 9.80
29 m/z 71.10 62.82%
oL 15 J b g %9 113 127 141 155 169 198
R o o o o o A B DAL I e oo o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 o
71 9.00 9.20 9.40 9.60 9.80
5000 m/z 85.10 40.23%
85
29
oL 15 99 113 127 141 155 184
T T T T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
3 57 9.00 9.20 9.40 9.60 9.80
m/z 41.05 37.29%
71
5000
85
29
. Lo L ) 99 113127 141 155 169 183 226
R B SRR REE e a s e e e R AR REE s SR B B R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 Dodecane, 2-methyl-6-propyl- Concentration Rank 9

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

9.93 13.13 ng 961106 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
2 Hexadecane 226 C16H34 000544-76-3 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 9-methvlheptadecane 254 C18H38 026741-18-4 78

5 Octadecane, 1-chloro- 288 C18H37CI 003386-33-2 72
Abundance Scan 1333 (9.927 min): BF103703.D (-1330) (-) m/z 57.10 100.00%
g7
43 71
5000 85
99 9.60 9.80 10.00 10.20
‘ 113 127 141
0 .,....','...|!,.."..,!...,....,.... PR 169183 212 | "m/z 43.10 70.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl-
43 57
71
5000 85 TT [T T T T[T T T T[T TT T[T TTT]
9.60 9.80 10.00 10.20
9 140 m/z 71.10 65.18%
o i T 1131277 154166 182195 226
e e o T i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
9.60 9.80 10.00 10.20
5000 71 m/z 85.10 44 .12%
85
29
o 99 113 127 141 155 169 183 197 226
e o e T e e e e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
3 57 9.60 9.80 10.00 10.20
4 7 m/z 41.05 32.90%
5000 85
29
‘ | % 113 127 141 155 198
o .,.‘a..‘,‘a..‘.‘,..“l.,‘l...“,..l‘.,.“...i.... .153?.18.2...‘,....,.... L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Bacchotricuneatin c Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.43 13.07 ng 956822 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 87
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 81
Abundance Scan 1418 (10.427 min): BF103703.D (-1414) (-) m/z 57.10 100.00%
57
e T {NVVV_ﬁmJb\,AJL\_*NJlAAA,~J\
FE e e
3 113 10.20 10.40 10.60 10.80
ol 47”167 196 226 m/z 43.10 67.00%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
71
g5 112
5000 RN R BN BRI B
mmmmmmmm
m/z 71.05 61.74%
o H“\ Mm 1?31?1 216 245 312 342
m/z--> 55 Io 250 360
Abundance
57
g5 "' 1020 10.40 10.60 10.80
5000 m/z 85.10 44 .59%
29
. 13 941 169 197 240
m/z--> o '55' ' "160' ' "150' ' "200' - '250' B '360" -
Abundance #83040: Pentadecane, 7-methyl- R B EEE B e
57 10.20 10.40 10.60 10.80
m/z 41.05 32.92%
5000
20 85
112
I I o I
m/z--> 50 100 150 200 250 300 1020 1040 1060 1080
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Undecane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.65 6.68 ng 489072 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Undecane 156 C11H24 001120-21-4 91
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
3 Tridecane 184 C13H28 000629-50-5 87
4 Heptacosane 380 C27H56 000593-49-7 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
Abundance Scan 1456 (10.651 min): BF103703.D (-1450) (-) m/z 57.10 100.00%

57
5000 43 i
85
98 113 10,40 10.60 10.80 11.00
127 141
o...,....~,| o ,.."..,.‘...'“,..:'.,....,..1.‘??.1?.9. 186 205218 239 | 7z 71.10 52.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28425: Undecane
43 57
5000 71 LN BN UL RN B

10.40 10.60 10.80 11. 00

29 85 m/z 43.10 45 .09%
| L L | 99 113127 156
) (NMBNECY SNV SN SN S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
S g e e
43 10.40 10.60 10.80 11.00
5000 71 m/z 85.10 29.46%
85
29 99 113
0 127141155169183196211225239254
R LE B e e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane e B R SR RE R
43 97 10.40 10.60 10.80 11.00
m/z 41.00 21.10%
71
5000
85
29
s L4 || s s
R R T i e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.90 18.13 ng 1182750 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 80
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 1498 (10.898 min): BF103703.D (-1495) (-) m/z 57.10 100.00%
57
43 71

5000

99 10.60 10.80 11.00 11.20

113127 141 155167 182 197211 240

(o} m/z 43.05 70.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57
43
71
5000 LA L L L L L L L L LB
85 10.60 10.80 11.00 11.20
29 m/z 71.10 68.72%
99
0 15 \‘ \‘\ H | M A 113 127 141 155 169 183 212
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
h BEEREEE e L
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.05 44 .83%
99 140
o 1131277 " 154166 182195 226
T T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester T T T
57 10.60 10.80 11.00 11.20
m/z 41.05 31.47%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.35 11.48 ng 748963 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane. 3-methvl- 198 C14H30 006418-41-3 83
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 1575 (11.351 min): BF103703.D (-1571) (-) m/z 57.05 100.00%
57
5000 85
4 )
113 11.00 11.20 11.40 11.60
0 ...,....-,"...|,..“.-.,'!...-l,...'.,.-..?‘,}.1...,??.9.,..??,7.2]?.2?.2?.,..2.5.4....,.... - m/z 71.10 68.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85 J
5000 L D SURBLE RN S
nmnmnmnm
4 m/z 43.05 64.74%
. % | B e 197 225 253268 29
m/z--> 25 Jo éo 50 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance
57 J
11,00 11.20 1140 11.60
5000 m/z 85.10 47 .85%
41 85
o 13 1401 183108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 J
Abundance #83025: Hexadecane e R R REEE TSR e
57 11.00 11.20 11.40 11.60
m/z 41.00 29.50%
5000
) T LWW]LWMJLL
0 26 L L ‘ 113 141 160184 226 /
m/z--> 25 Jo éo 50 160 150 150 160 180 200 220 240 260 2éo 300 1100 1120 1140 1f60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.77 8.62 ng 562491 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1646 (11.769 min): BF103703.D (-1644) (-) m/z 57.05 100.00%
57
5000 85 LAJAA\,ANN
B a e St
3 113 11.40 11.60 11.80 12.00
0 ...,....-,...I,..':.,.~...-l,..4. (A30159 183 24282 260 || M/Z 43.05  67.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57
85 e A
5000
11.40 11.60 11.80 12.00
29 m/z 71.05 61.55%
0 | i H‘1}3‘\141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
o 11140 11,60 11.80 12.00
5000 m/z 85.05 39.47%
29 113

141 169 197 225 o253 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane R
57 11.40 11.60 11.80 12.00
m/z 41.05 30.21%
5000 85
29 113
o | % 141 160 197 225 253 281 309 338
Frprr e e e e e e e R SLERRaEseems
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.89 125.93 ng 8215680 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 92
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
Abundance Scan 1667 (11.892 min): BF103703.D (-1661) (-) m/z 74.05 100.00%
!
87
5000
43
T 101,120 227 11,60 11.80 12,00 12.20
171185199 241955 270 : : : :
Ot ST | 157170185099218 | 21255270 | e 05 74 16%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L I BN SN B
43 11,60 11.80 12.00 12.20
7 143 m/z 43.05 32.58%

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

Abundance
T A

_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'_
a7 11.60 11.80 12.00 12.20
5000 43 m/z 55.05 26.45%
29 | o7 143
ok, 101115129 157171185199213227 241 270
A B A ARARS REa s S s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester N A RRREsRES
74 11.60 11.80 12.00 12.20
m/z 41.05 24 .92%
87
5000 43
’ 143 185
I o A = T T T T
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\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.03 22 .60 ng 1474700 Phenanthrene-d10 11.50
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 1690 (12.027 min): BF103703.D (-1684) (-) m/z 73.00 100.00%
43 60
5000 129
97 115 157 213
143157171 192 227,40 256 11.80 12.00 12.20 12.40
0! m/z 60.00 80.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 S S SN I B
11.80 12.00 12.20 12.40
m/z 43.05 78.61%
M mmmmmm
0||| T =||‘|H|
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.80 12.00 12.20 12.40
5000 129 m/z 57.10 66 .34%
29 87
115 | 143 199 242
101 185
L1 157171 213226
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 240 2éo
Abundance #72646: Tridecanoic acid i B AR AR
43 6073 11.80 12.00 12.20 12.40
m/z 55.00 59.74Y%
5000 - e
“ T7 115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.63 400.57 ng 26134300 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 98
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 98
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 96

Abundance Scan 1792 (12.627 min): BF103703.D (-1778) (-) m/z 55.05 100.00%

5000

-

12.40 12.60 12.80 13.00
m/z 41.05 78.08%

04
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

69

-

12.I40 12.I60 12.I80 13.IOO
m/z 69.05 62.66%

5000

111

125 180
o 41 166190 55722235 20478 296
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
S RREE S
69 12.40 12.60 12.80 13.00
5000 o m/z 67.05 52.17%
29 264

111

o 125 143 166180 207222236 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester

-

12.40 12.60 12.80 13.00
m/z 74.05 51.21%

5000

=

A
LI B I B e I B I

T T 1 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.81 29.99 ng 1956890 Phenanthrene-d10 11.50
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 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 Hexadecane 226 C16H34 000544-76-3 56
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
Abundance Scan 1823 (12.810 min): BF103703.D (-1820) (-) m/z 73.00 100.00%
43
5000 129
97
185 241 12:40 12.60 12.80 13.00 13.20
157 213 284 : : : : :
- Ml 200 L W28 L 26470 86 Tnyz 43.10  90.17%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 73
5000 129 RIS AN SUNA B
o7 12.40 12.60 12.80 13.00 13.20
H 185 S m/z 60.00 82.07%
ob— ;“I\ T ‘imuul‘:‘:lls‘:?‘ L \2(\)I7I\I I‘ — |“| AR
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
12.40 12.60 12.80 13.00 13.20
5000 m/z 57.10 73.70%
129 242
97 199
0 153171 224
m/z--> éo 160 1%0 200 2%0 360 3%0
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester B A B b A
43 12.40 12.60 12.80 13.00 13.20
m/z 55.00 64.72%
73
5000 284
129
97
185
ob—— ‘I“' HH“LI.LL .\‘L.‘l I\:ILS\I?I\ .‘. \IZIJ[3I \IZT]-I‘ZIGISI[I |3:.L1. — |3|72| P
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 cis-11-Eicosenoic acid, met... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.33 12.62 ng 570619 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 99
2 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 94
3 cis-10-Heptadecenoic acid. methv... 282 C18H3402 1000333-62-1 93
4 14-Pentadecenoic acid 240 C15H2802 017351-34-7 92
5 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 1000333-52-1 91
Abundance Scan 1911 (13.327 min): BF103703.D (-1909) (-) m/z 55.00 100.00%
83
5000

13.00 13.20 13.40 13.60
m/z 69.10 61.58%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164513: cis-11-Eicosenoic acid, methyl ester

5000

13.I00 13.I20 13.I40 13.I60
m/z 83.10 60.13%

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

55
T
83 13.00 13.20 13.40 13.60
5000 292 m/z 97.10 53.60%
111 250
137
153 180 205 274 324

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #129385: cis-10-Heptadecenoic acid, methyl ester R a R mamEE L
13.00 13.20 13.40 13.60

m/z 43.05 45.06%

5000

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Eicosanoic acid, methyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.40 11.66 ng 527334 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 94
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 94
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
4 Methvl stearate 298 C19H3802 000112-61-8 90
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 90

Abundance Scan 1923 (13.398 min): BF103703.D (-1920) (-) m/z 74.00 100.00%
!
5000 43
1 13.00 13.20 13.40 13.60 13.80
185 283 : . . . :
o 169185 209227 255 306 326 /7 87.00  79.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74
5000 AEURBSUNN
13.00 13.20 13.40 13.60 13.80
43 143 326 m/z 43.00 38.00%
m/z--> 25 45 60 éo 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
13.00 13.20 13.40 13.60 13.80
5000 m/z 55.00 26 .50%
43
143 284
241
oL 26 o 115 167185 213 257
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154941: Nonadecanoic acid, methy! ester N e o
74 13.00 13.20 13.40 13.60 13.80
m/z 75.00 22 .87%
5000
43
143
312
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 350 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknownl3.61 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.61 7.04 ng 318622 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7.7-Trimethvl-3-0x0-2-oxabicvc... 212 C11H1604 054200-35-0 38
2 cis-10-Nonadecenoic acid. methvl... 310 C20H3802 1000333-64-4 25
3 Thiazole. 5-methvl- 99 C4H5NS 003581-89-3 18
4 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 18
5 10-Methyldodecan-5-olide 212 C13H2402 1000370-40-8 18
Abundance Scan 1959 (13.610 min): BF103703.D (-1956) (-) m/z 55.00 100.00%
9
8
5000
129
153 e e
179
207 292310 13.20 13.40 13.60 13.80 14.00
ol bl i 2352982757, 7900 837 1 77 99.10 95.55%
m/z--> 50 100 150 200 250 300
Abundance #70807: 4,7,7-Trimethyl-3-oxo-2-oxabicyclo[2.2.1]heptane-1...
83
109
41
5000 153 LRI ISR BAAUSN SUNL
13.20 13.40 13.60 13.80 14.00
° % 184 m/z 83.00 73.94%
o .‘H. pr H.“‘.M”‘l““l :!T\IG I\ - .‘. 2?'2| — ——
m/z--> 50 100 150 200 250 300
Abundance
55
83 13.20 13.40 13.60 13.80 14.00
5000 m/z 43.10 73.93%
111 278
236
o 29 137 166 194213 260 310
m/z--> o '55' ' "160" "150" "260" "2é0" "360" o
Abundance #3462: Thiazole, 5—methy|— [TT T T[T T T[T T [ TT T[T
99 13.20 13.40 13.60 13.80 14.00
m/z 67.00 68.13%
5000 71
39 l
0= --¢\Wh=- e LRI ISR BN SUNIL
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Docosanoic acid, methyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.07 12.02 ng 543789 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 91
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 91
4 Methvl stearate 298 C19H3802 000112-61-8 90
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 90

Abundance Scan 2037 (14.068 min): BF103703.D (-2034) (-) m/z 74.00 100.00%
74
5000 43
143
97 13.80 14.00 14.20 14.40
115 199 255 311
o A2 .I, T R - A m/z 87.00 77.92%
m/z--> 50 100 150 200 250 300 350
Abundance #186930: Docosanoic acid, methyl ester
74
43
5000
13.80 14.00 14.20 14.40
. 143 354 m/z 43.10 39.82%
0 15 | ‘L Al \M‘ \‘\H N 1\15 | 171 ! 19\9 227 25\5 283 3]‘-1 ‘\
m/z--> 50 100 150 200 250 300 350
Abundance
74
| 13.80 14.00 14.20 14.40
5000 m/z 55.00 27 .49%
55 143 354
311
97 199 255
o 125 171 227 283
m/z--> 50 100 150 200 250 300 350
Abundance #154941: Nonadecanoic acid, methy! ester R EEEEE RS
74 13.80 14.00 14.20 14.40
m/z 57.10 25.63%
5000
43
143
312
ol15. | \L‘U Jonus, | a7 199 227 2 7
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF031518.M Mon Mar 19 14:23:00 2018 Page: 20



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103703.D

Aca On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 3-(Dimethylamino)propyl iso... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.06 23.47 ng 1135940 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
2 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
3 1-Nonanamine. N.N-dimethvl- 171 C11H25N 017373-27-2 72
4 l1-Hexanamine. 2-ethvl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
5 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
Abundance Scan 2206 (15.062 min): BF103703.D (-2201) (-) m/z 58.05 100.00%
58
5000 {
84 157 14.80 15.00 15.20 15.40
Ol il i 11213671 185 213236 267 295 322344306 396 m/z 72.05  7.18%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #20564: 3-(Dimethylamino)propy! isothiocyanate
58
5000 B UL B UL R
14.80 15.00 15.20 15.40
m/z 59.00 5.69%
101
0 L u\ ‘\ Iy ‘ 144
'"'|'"'|""|""|""|""|""|""|"
m/z--> 100 150 200 250 300 350 400
Abundance
58
14.80 15.00 15,20 1540
5000 m/z 55.05 5.31%
0 29 84 1281
m/z--> 0 50 100 1%0 200 250 300 350 400
Abundance #39041: 1-Nonanamine, N,N-dimethyl- B EERR Bam e L
58 14.80 15.00 15.20 15.40
m/z 157.10 5.29%
o 29. 84 111134 171
m/z--> 0 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF031618\
Data File : BF103703.D

Acq On : 16 Mar 2018 18:26

Operator : JU/SJ

Sample : J1757-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
unknown6.73 6.73 68.2 ng 3873930 1 6.97 1135500 20.0
Tridecane 8.83 9.4 ng 688489 2 8.25 1467260 20.0
Tetradecane 9.39 12.6 ng 924016 3 10.01 1463680 20.0
Dodecane, 2-methy... 9.93 13.1 ng 961106 3 10.01 1463680 20.0
Bacchotricuneatin c 10.43 13.1 ng 956822 3 10.01 1463680 20.0
Undecane 10.65 6.7 ng 489072 3 10.01 1463680 20.0
Pentadecane 10.90 18.1 ng 1182750 4 11.50 1304840 20.0
Heneicosane 11.35 11.5 ng 748963 4 11.50 1304840 20.0
Heptadecane 11.77 8.6 ng 562491 4 11.50 1304840 20.0
Hexadecanoic acid... 11.89 125.9 ng 8215680 4 11.50 1304840 20.0
n-Hexadecanoic acid 12.03 22.6 ng 1474700 4 11.50 1304840 20.0
9-Octadecenoic ac... 12.63 400.6 ng 26134300 4 11.50 1304840 20.0
Octadecanoic acid 12.81 30.0 ng 1956890 4 11.50 1304840 20.0
cis-11-Eicosenoic... 13.33 12.6 ng 570619 5 14.15 904620 20.0
Eicosanoic acid, ... 13.40 11.7 ng 527334 5 14.15 904620 20.0
unknownl13.61 13.61 7.0 ng 318622 5 14.15 904620 20.0
Docosanoic acid, ... 14.07 12.0 ng 543789 5 14.15 904620 20.0

6

3-(Dimethylamino)... 15.06 23.5 ng 1135940 15.69 967868 20.0
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