LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 2.304 32 37 43 rVB 140503 180333 1.19% 0.254%
2 5.592 590 596 599 rBY 3688839 3786820 24.94% 5.329%
3 6.587 759 765 768 rBVY 3262020 3810030 25.09% 5.362%
4 6.739 786 791 794 rBVY 3838426 3836925 25.27% 5.400%
5 6.969 826 830 833 rVB 1454631 1110221 7.31% 1.562%
6 7.128 852 857 860 rBY 3220280 2868596 18.89% 4_.037%
7 7.534 921 926 928 rBVY 2402040 2460537 16.20% 3.463%
8 8.216 1039 1042 1045 rBV 262977 260997 1.72% 0.367%
9 8.251 1045 1048 1050 rVvVvV 1854688 1463215 9.64% 2.059%
10 8.828 1143 1146 1150 rVB 478302 356581 2.35% 0.502%

11 9.328 1226 1231 1234 rVB 3990404 3798217 25.01% 5.345%
12 9.392 1239 1242 1246 rBV 578307 495550 3.26% 0.697%
13 9.580 1271 1274 1280 rVB4 163199 174454 1.15% 0.246%
14 9.663 1280 1288 1291 rBV7 159859 324253 2.14% 0.456%
15 9.710 1294 1296 1299 rBV 385955 364882 2.40% 0.514%

16 9.927 1329 1333 1336 rVB 630560 547822 3.61% 0.771%
17 10.010 1343 1347 1350 rVB 1733938 1482424 9.76% 2.086%
18 10.245 1384 1387 1392 rBV2 192008 216257 1.42% 0.304%
19 10.427 1411 1418 1421 rBV 745395 656311 4._.32% 0.924%
20 10.557 1433 1440 1443 rBV3 108029 185158 1.22% 0.261%

21 10.645 1450 1455 1457 rBV 220212 264760 1.74% 0.373%
22 10.798 1477 1481 1484 rVV 2298490 2096562 13.81% 2.951%
23 10.898 1495 1498 1508 rVB 666594 751489 4_.95% 1.058%
24 11.351 1571 1575 1577 rBV 483151 400537 2.64% 0.564%
25 11.380 1577 1580 1586 rVB2 185723 245893 1.62% 0.346%

26 11.498 1596 1600 1603 rBV 1465693 1379826 9.09% 1.942%
27 11.521 1603 1604 1610 rVvVv 432841 309400 2.04% 0.435%
28 11.774 1644 1647 1650 rBvV 347237 298976 1.97% 0.421%
29 11.886 1661 1666 1669 rBV 5936905 6407578 42.20% 9.018%
30 12.021 1683 1689 1696 rBV3 596814 859277 5.66% 1.209%

31 12.186 1714 1717 1719 rBV 281149 263452 1.74% 0.371%
32 12.598 1776 1787 1788 rBV2 6111573 15184356 100.00% 21.369%
33 12.680 1797 1801 1804 rVB 3724073 3230104 21.27% 4._.546%
34 12.716 1804 1807 1808 rBV 933289 887438 5.84% 1.249%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 12.733 1808 1810 1819 rVvVv 915135 1203724 7.93% 1.694%

36 12.804 1819 1822 1828 rVB2 311208 343513 2.26% 0.483%
37 12.951 1844 1847 1849 rVV 414433 335078 2.21% 0.472%
38 13.092 1867 1871 1874 rBV 2807038 2527978 16.65% 3.558%
39 13.274 1900 1902 1905 rVvVv2 203038 240167 1.58% 0.338%
40 13.304 1905 1907 1909 rvvVv 216774 236981 1.56% 0.334%

41 13.327 1909 1911 1916 rVB3 344500 384108 2.53% 0.541%
42 13.398 1918 1923 1925 rBV2 369259 430639 2.84% 0.606%
43 13.421 1925 1927 1932 rVV3 223325 265014 1.75% 0.373%
44 13.463 1932 1934 1938 rVB3 204124 206868 1.36% 0.291%
45 13.510 1939 1942 1947 rBVS5 182766 216946 1.43% 0.305%

46 13.610 1956 1959 1962 rVB2 207435 188165 1.24% 0.265%
47 13.968 2017 2020 2024 rBV 568258 557011 3.67% 0.784%
48 14.068 2034 2037 2042 rBVY 324566 333532 2.20% 0.469%
49 14.151 2046 2051 2053 rBV 918528 982927 6.47% 1.383%
50 15.057 2201 2205 2213 rVB 467252 728854 4._80% 1.026%

51 15.680 2307 2311 2318 rVB 663113 915602 6.03% 1.289%

Sum of corrected areas: 71056338
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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: BF103704.D
6000000

5000000
4000000 559 6.74

6.59 7.13
3000000

2000000

1000000

2.30 JL
OL_/\ N

T
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: BF103704.D

6000000
5000000
9.33

4000000 fe-e8

3000000

10.80

2000000 8.25

1000000

Ot e A e e T T T T T

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103704.D

6000000
5000000
4000000
3000000

2000000
14.15

13.97 15.06 15.68
1000000 4

O

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 : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 unknown6.74 Concentration Rank 3

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

6.74 69.12 ng 3836930 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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 791 (6.739 min): BF103704.D (-786) (-) m/z 132.00 100.00%
32
5000 68
6 rTTrrTTTTTT T T T T T T T
40 54 | 75 104 6.40 6.60 6.80 7.00
o..,....,....,...:,".'..7.,::..??...'....,..?‘.7,....,.':..,.1.1.5.,....,"...,.. m/z 68.10 39.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR SRR S SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.39%
38 ‘
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 66.00 25.55%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole R mmma e EARA

132 6.40 6.60 6.80 7.00
m/z 69.05 15.81%

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 19

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

8.83 4.87 ng 356581 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Hexadecane 226 C16H34 000544-76-3 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 72

Abundance Scan 1146 (8.828 min): BF103704.D (-1143) (-) m/z 57.05 100.00%
i Y
71
- Lo il
99 112 131 8.40 860 880 9.00 9.20
Ol ekl 146150 184 m/z 43.05 78.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
43 57
5000 71 %Lw—pﬂﬂ—/}—pﬁm‘
8.40 860 880 9.00 9.20
29 85 m/z 71.05 59.00%
o (| I ‘ 99 113 127 141 155 184
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220

Abundance
43 3 :ﬁ - Qg\{S!TL:=£JL/\/\NWJ\\AA.AA~

840 860 880 9.00 9.20
5000 1 m/z 41.05 36.05%

85

29
o 99 113 127 141 155 169 183 197 226
e T e T
miz--> 20 40 60 80 100 120 140 160 180 200 220 HJwN¢AwAANQVJL\AerNﬂqAﬂk“
Abundance #59880: Tetradecane e RN B e maa s L
57 8.40 8.60 8.80 9.00 9.20
43 m/z 85.05 35.61%
7
5000 85

29
‘ 99
15 A ‘ | A

113 127 141 155 169 198

m/z-->

20 40 60 80 100 120 140 160 180 200 220

8.40 8.60 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 : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 14

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

9.39 6.69 ng 495550 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 91
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 86
4 Decane. 3-bromo- 220 C10H21Br 030571-71-2 80
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 78

Abundance Scan 1242 (9.392 min): BF103704.D (-1239) (-) m/z 57.10 100.00%
43 il
= b ML
99 9.00 9.20 9.40 9.60 9.80
o 112 127140 159 174 198 mn/z  43.05 78 . 61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
43 il
71
5000 85 T I T TTT T[T T AT TTTTT
29 9.00 9.20 9.40 9.60 9.80
99 m/z 71.10 60.37%
198
O e ML 185 160082 17
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
9.00 9.20 9.40 9.60 9.80
5000 71 m/z 85.10 37 .63%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> 26 Jo éo 85 160 150 150 160 180 200 250
Abundance #48837: Nonane, 5-butyl-
4B 57 71 9.00 9.20 9.40 9.60 9.80
m/z 41.00 36.55%
85
5000 126
o Il “ L9 112 | 140 155 184
m/z--> 2'0 4'0 6|O 8|0 1(')0 12'0 14'10 160 180 200 22'0 900 9'20 940 9%0 9&'30
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 5 Pentadecane Concentration Rank 12

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

9.93 7.39 ng 547822 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Nonane. 3.7-dimethvl- 156 Cl11H24 017302-32-8 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 1333 (9.927 min): BF103704.D (-1329) (-) m/z 57.10 100.00%
57
43 71
5000 85
99 9.60 9.80 10.00 10.20
113
obe el b T M3 127140 159 174 102 212 nT 43 40 73.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 DRSS AR AR
85 9.60 9.80 10.00 10.20
29 m/z 71.05 67.11%
OHJ“HM %mmmmmm 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance
43 o
9.60 9.80 10.00 10.20
5000 71 m/z 85.10 43 .59%
85
29
o 99 113 127 141 155 169 183 197 226
LRI LN LR DAL LR L UL LU L LN LN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57 9.60 9.80 10.00 10.20
43 m/z 41.00 32.89Y%
71
5000 85
29
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 9%0 980 1000 1020 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.43 8.85 ng 656311 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Eicosane 282 C20H42 000112-95-8 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 90

Abundance Scan 1418 (10.427 min): BF103704.D (-1411) (-) m/z 57.05 100.00%

5|7
71
5000
4

99 10.20 10.40 10.60 10.80

m/z 43.10 70.31%

-

113127141155170 196 226

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83026: Hexadecane
43 57 41
5000 85 IIIIIIIIIIIIIIIIIII
10 20 10. 40 10 60 10 80
9913 m/z 71.05 64 .00%
AECEA || tr1271a1155169183107211 226
AR A E e L e R RARRASSAARSARELRASERARRE RRuasREY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIIII
71 10.20 10.40 10.60 10.80
5000 m/z 85.05 44 . 47%
85
27 99113197
o 141155169183197211225239253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane AR aamEs Lt S e
57 10.20 10.40 10.60 10.80
43 m/z 41.05 31.77%
71

5000
99

oA ‘ Lo “3127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 20 10. 40 10 60 10 80

/.
i
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.90 10.89 ng 751489 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 80
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 1498 (10.898 min): BF103704.D (-1495) (-) m/z 57.10 100.00%

57

5000
4
113 10.60 10.80 11.00 11.20
141
ol 167182197 215 240 m/z 43.10 68.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LIS L L L L L L L LB
10 60 10. 80 11. OO 11. 20
4 m/z 71.05 66.62%
. s | a0 19 o s oo
.”,””P.”P”.P”q.”wnnlnnp.npu..”..”.“..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
AR EEE R R o
10.60 10.80 11.00 11.20
5000 m/z 85.05 43.79%
41 85
ol 26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83051: Dodecane, 2-methyl-6-propy!- R AR R E e
57 10.60 10.80 11.00 11.20
m/z 41.05 31.94%
85
5000 4
140
o Ll 18 s 182 505 506
O o O L L o e e e  RANARARNCRRSN RS s R I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.35 5.81 ng 400537 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1575 (11.351 min): BF103704.D (-1571) (-) m/z 57.05 100.00%

57

5000

11.00 11.20 11.40 11.60

141

169 196211 229 254

0! m/z 71.05 67.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L B
4 11.00 11.20 11.40 11.60
m/z 43.10 67.22%
113
0 H\ H\ Il H‘ | il 141 169 197212 240
.”,””P.”P”.P”q.”wnuluup.npu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 J
T T T T
85 11.00 11.20 11.40 11.60
5000 m/z 85.05 47.95%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 J
Abundance #71393: Pentadecane e AR REES RS e St
57 11.00 11.20 11.40 11.60

m/z 41.05 32.65%

5000 85
4 J
113 141 160184 212

YN TS O o o S SRS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. OO 11. 20 11.40 11.60

8270-BF031518.M Mon Mar 19 14:23:22 2018 Page: 10



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.89 92.88 ng 6407580 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 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1667 (11.892 min): BF103704.D (-1661) (-) m/z 74.00 100.00%
!
87
5000
43
/ 129 | 221 11,60 11.80 12,00 12.20
101115 171185199 241 5c5 270 - - -
0 ,....~,l...:|',..|"..,'.!..','....,....,|...1?,7....,....,..2.1? L Aftess2l0 86,95 76. 15%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 U NI SR SN B
43 11.60 11.80 12.00 12.20
7 143 m/z 43.10 27 .51%
0 ‘ T\ 1 01115129 | 157171185199213227 541 270
e 20 a0 6 B 100 130 1k 180 180 350 335 k6 o
Abundance
74
87 11.60 11.80 12.00 12.20
5000 43 m/z 55.00 22 .78%

57 143 185
ol 1017151297 " 157171189199 228
S VR T YA
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

#119423: Pentadecanoic acid, 14-methyl-, methyl ester
74 11. 60 11.80 12.00 12.20

m/z 41.05 19.89%

87
5000 43
29 ! 143
| \‘M 101115129 157171185199213227241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11.80 12.00 12.20

o

8270-BF031518.M Mon Mar 19 14:23:23 2018 Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.02 12.45 ng 859277 Phenanthrene-d10 11.50
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1689 (12.021 min): BF103704.D (-1683) (-) m/z 72.95 100.00%

I 143107171 207 256 11.80 12.00 12.20 12.40
il

e
43 60
5000 120
85 192
Ji js 115 213

0,.”.“.. m/z 60.00 79.39%
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
11.80 12.00 12.20 12.40
0
H 143157171 185 o 213 256 m/z 43.05 74 .69%
ool LT T 109 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.80 12.00 12.20 12.40
5000 m/z 57.00 64.87%
29
129
85 115 171 214
o 98 143157 | 185197
A B o AL RARES e e S L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455; Tetradecanoic acid T T T
73 11.80 12.00 12.20 12.40
60 m/z 41.00 58.95%
43
5000 129
185
115 171 228
0 I IM I‘ HH‘ \“H :h\ ! 1?? ‘ 1 199211 I I
IIIIIIIIII T IIIIIIIIIIIIIIIIIIIIIIIIIIIII _'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40

8270-BF031518.M Mon Mar 19 14:23:23 2018 Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.60 220.09 ng 15184400 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1787 (12.598 min): BF103704.D (-1776) (-) m/z 67.05 100.00%

g7 81

5000

-

135150 263 294 12.20 12.40 12.60 12.80 13.00

m/z 81.05 85.43%

0 178192206220 245

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
6

12.I20 12.I4O 12!60 12.I80 13.IOO
m/z 55.05 68.48%

5000

294

124 263
o 190164178197 220234048
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
41 81 — e
12.20 12.40 12.60 12.80 13.00
5000 ds m/z 95.05 57.27%
27 110 0
0 124 15 164178 223 263 579294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
4 12.20 12.40 12.60 12.80 13.00

m/z 41.05 56.42%

5000

1O 135149164175

s

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 13.00

8270-BF031518.M Mon Mar 19 14:23:24 2018 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.80 4.98 ng 343513 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 1821 (12.798 min): BF103704.D (-1819) (-) m/z 73.00 100.00%
12:40 12.60 12.80 13.00 13.20
(o} m/z 43.05 87.62%
m/z--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
43
5000 T T T T T T[T T T T[T T T[T T
1@ o84 nmnmnmmmmm
m/z 60.00 87 .53%
185 241
0 . Ihl ‘:‘ H H‘M hH M\ \ |‘:|I-5‘| I‘I ‘|2|]‘-3|‘| I‘ |‘2|6|5 I\I T
m/z--> 5 200 250 300 350
Abundance
43
73 12:40 12.60 12.80 13.00 13.20
5000 o84 m/z 55.00 77 .89%
129
97
185
ol bl by 357 TS e | su a2
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid =TT T
4 3 12.40 12.60 12.80 13.00 13.20
m/z 57.10 71.21%
5000 129 'AK/JL~/JKA/kJKNWﬂKQJVV%Adm
199 242
157
o5 H Im R - I
m/z--> 50 1m 2m 250 300 350 nmnmnmmmmm

8270-BF031518.M Mon Mar 19 14:23:24 2018

Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 13 Pyrene, 1-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.27 4.89 ng 240167 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 68
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 64
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 62
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 59
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 50

Abundance Scan 1901 (13.268 min): BF103704.D (-1900) (-) m/z 216.10 100.00%

6

5000
240

173190 269

303324341 L L L L L B
13.00 13.20 13.40 13.60

0 m/z 215.10 96.07%
m/z--> 50 100 150 200 250 300
Abundance #74411: Pyrene, 1-methyl-
216
5000 LA L L L L L LB
13.00 13.20 13.40 13.60
95 m/z 95.00 75.86%
189
oL14 39 63 | 122139 163 | |
— T e
m/z--> 50 100 150 200 250 300
Abundance
216
R e REREERms s
13.00 13.20 13.40 13.60
5000 m/z 57.00 65.85%
107
0 39 63 81 139 163 189
— T T T T T T e T T T
m/z--> 50 100 150 200 250 300
Abundance #74419: 11H-Benzo[a]fluorene R EEEEE RS
216 13.00 13.20 13.40 13.60
m/z 43.00 61.73%
5000
107
ol 2744 6381, | 139 163 189
— T T e e R e REREEnms e
m/z--> 50 100 150 200 250 300 13.00 13.20 13.40 13.60

8270-BF031518.M Mon Mar 19 14:23:25 2018 Page: 15



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 unknownl13.33 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.33 7.82 ng 384108 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 49
2 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 47
3 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 46
4 Oleic Acid 282 C18H3402 000112-80-1 45
5 Methacrylic acid, tetradecyl ester 282 C18H3402 1000340-29-0 38
Abundance Scan 1911 (13.327 min): BF103704.D (-1909) (-) m/z 55.00 100.00%
87
5000

13.00 13.20 13.40 13.60
m/z 57.00 79.68%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164512: cis-13-Eicosenoic acid, methyl ester

5000

13.I00 13.I20 13.I40 13.I60
m/z 69.00  69.44%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

43
a3 T
13.00 13.20 13.40 13.60
5000 m/z 87.00 62.76%
111
67

o 139 167 194210 237254

mmmmmmmwﬁwmm
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

13.00 13.20 13.40 13.60
m/z 43.05 60.20%

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

8270-BF031518.M Mon Mar 19 14:23:26 2018 Page: 16



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 Eicosanoic acid, methyl ester Concentration Rank 10

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

13.40 8.76 ng 430639 Chrysene-di12 14.15

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
3 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 91
4 Methyl stearate 298 C19H3802 000112-61-8 90
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87

Abundance Scan 1923 (13.398 min): BF103704.D (-1918) (-) m/z 74.00 100.00%
4
5000 43
199 277 283 26 13.00 13.20 13.40 13.60 13.80
o 2 3 m/z 86.95 78.79%
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 JL‘/\WJ\'J—rv—I—v—v-rv—v—v—v—rv—v—v—v—rv—v—v—v-rv—r
13.00 13.20 13.40 13.60 13.80
43 143 226 m/z 43.10 41.72%
283
0 15 A ‘ \‘\ ‘\ Lyl ng 115 | ‘ 171 199 227 255 L L
A LA AAA Ra A R e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
R B BN B
13.00 13.20 13.40 13.60 13.80
5000 m/z 55.05 31.40%
43
143 284
b 26 115 167 213 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methyl 18-methylnonadecanoate T
74 13.00 13.20 13.40 13.60 13.80
m/z 41.00 26.28%
5000 43
143 o83 326
SRESR 11PNV A NN U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. OO 13 20 13. 40 13. 60 13. 80

8270-BF031518.M Mon Mar 19 14:23:28 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 9-Octadecynoic acid, methyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

1342 5.39ng 265014  Chrysene-di2 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Octadecvnoic acid. methvl ester 294 C19H3402 001120-32-7 50
.6-Cvyclodecadiene 136 C10H16 007049-13-0 50
-Methvl-cis-3a.4.7.7a-tetrahvdr... 136 C10H16 1000144-04-4 46
icvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 43
ethyl 2-octylcyclopropene-1-hep... 294 C19H3402 005026-66-4 41

Abundance Scan 1927 (13.421 min): BF103704.D (-1925) (-) m/z 99.05 100.00%

5000

13.20 13.40 13.60 13.80
m/z 55.00 78.20%

178
) 161 207 1239 563 292310329

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139689: 9-Octadecynoic acid, methyl ester

13.I20 13.I4O 13.I60 13.I80
m/z 81.00 77.01%

5000

(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
67
41 e
13.20 13.40 13.60 13.80
5000 95 m/z 67.00 70.23%
136
0 25 115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #15809: 3-Methyl-cis-3a,4,7,7a-tetrahydroindan RS EmmEs o L
6 121 13.20 13.40 13.60 13.80
o4 m/z  79.00  69.76%
5000 39
) e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80

8270-BF031518.M Mon Mar 19 14:23:28 2018 Page: 18



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 Cyclotetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.97 11.33 ng 557011 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 96
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94

Abundance Scan 2020 (13.968 min): BF103704.D (-2017) (-) m/z 57.05 100.00%

57 83

5000 111

3

13.60 13.80 14.00 14.20
m/z 83.05 87.73%

o3 d{ | 139 167185 207 230249 280209 332 355
- I T T T T I T T T T I T T T T I T T T T I T T T T I T

m/z--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane

(¢)]
a1
(o]
w

5000 111 336 L L L B L L
13.60 13.80 14.00 14.20
m/z 43.10 85.23%
29 139
oLb— \\‘I ‘:“ I\‘ : H:‘ y I“‘ “\ ‘ 1‘\ h :II-\h7 " ]:gls IZ%% ‘:2?1| " |27|9| 3OI8I Al —
miz--> 50 100 150 200 250 300 350
Abundance
55 83
R e o
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 85.10%
29 139
0 167 196 224 252 280 308
R o | = (= T
miz--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 L BT o e
8 13.60 13.80 14.00 14.20
m/z 97.10 81.64%
h 1 NMA\MM
29 139
ol il | L 477,167 195 222 250 280 308 336
T T T T e e e e e R e o
miz--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF031518.M Mon Mar 19 14:23:30 2018 Page: 19



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 6.79 ng 333532 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Methvl stearate 298 C19H3802 000112-61-8 94
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 91
4 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 90
5 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 86

Abundance Scan 2037 (14.068 min): BF103704.D (-2034) (-) m/z 74.00 100.00%
!
5000 43
\ 143
97 199 255 311 13.80 14.00 14.20 14.40
o ,L. Wiy 228 .I, 167 17 237 284 T 335390 388 7z 87.00 81.65%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74
43 AN
5000
13.80 14.00 14.20 14.40
143 a5 m/z 43.10 37.42%
o151 L% me [ 171 199 557 255 g3 311 7
m/z--> 50 100 150 200 250 300 350 '
Abundance
74
13.80 14.00 14.20 14.40
5000 m/z 55.00 29.31%
43
143
o 116 | 171 199 pp7 255 298
m/z--> 50 100 150 200 250 300 350 '
Abundance #154943: Nonadecanoic acid, methy! ester R EEEEE RS
74 13.80 14.00 14.20 14.40
m/z 75.00 25.24%
5000
i 143 32
18
L, us [aeaigs 2o om 20|
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103704.D

Aca On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 N,N-Dimethyloctylamine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.06 15.92 ng 728854 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
3 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
4 S-T2-IN.N-Dimethvlaminolethvlpvr... 245 C10H19N302S 1000212-14-2 72
5 N-(4-(Dimethylamino)butyl)acetamide 158 C8H18N20 1000378-76-2 72
Abundance Scan 2206 (15.062 min): BF103704.D (-2201) (-) m/z 58.05 100.00%
58
5000
84 157 14,80 15.00 15.20 15.40
Ol 3R b e 112 137707177199 222 244 267 295 322342 366 yzz 72,00 7.43%
m/z--> 0 50 100 150 200 250 300 350
Abundance #29184: N,N-Dimethyloctylamine
58
5000 L A B SURRUR

14.80 15.00 15.20 15.40
m/z 59.00 5.59%

0 2\\9 1y L 84 114 1§7
m/z--> 0 50 100 150 200 250 300 350
Abundance
58
N R e e L
14.80 15.00 15.20 15.40
5000 m/z 55.00 5.55%
o 18 84 129 157
T T T T T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate B EERR Bam e L
58 14.80 15.00 15.20 15.40
m/z 41.00 4._78%
5000
101
30
oAby | 4 R —
m/z--> 0 50 100 150 200 250 300 350 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 : BF103704.D

Acq On : 16 Mar 2018 18:53

Operator : JU/SJ

Sample : J1757-03

Misc :

ALS Vial : 7 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 .74 6.74 69.1 ng 3836930 1 6.97 1110220 20.0
Tridecane 8.83 4.9 ng 356581 2 8.25 1463220 20.0
Tetradecane 9.39 6.7 ng 495550 3 10.01 1482420 20.0
Pentadecane 9.93 7.4 ng 547822 3 10.01 1482420 20.0
Hexadecane 10.43 8.8 ng 656311 3 10.01 1482420 20.0
Heneicosane 10.90 10.9 ng 751489 4 11.50 1379830 20.0
Heptadecane 11.35 5.8 ng 400537 4 11.50 1379830 20.0
Hexadecanoic acid... 11.89 92.9 ng 6407580 4 11.50 1379830 20.0
n-Hexadecanoic acid 12.02 12.4 ng 859277 4 11.50 1379830 20.0
10,13-Octadecadie... 12.60 220.1 ng 15184400 4 11.50 1379830 20.0
Octadecanoic acid 12.80 5.0 ng 343513 4 11.50 1379830 20.0
Pyrene, l-methyl- 13.27 4.9 ng 240167 5 14.15 982927 20.0
unknownl13.33 13.33 7.8 ng 384108 5 14.15 982927 20.0
Eicosanoic acid, ... 13.40 8.8 ng 430639 5 14.15 982927 20.0
9-Octadecynoic ac... 13.42 5.4 ng 265014 5 14.15 982927 20.0
Cyclotetracosane 13.97 11.3 ng 557011 5 14.15 982927 20.0
Docosanoic acid, ... 14.07 6.8 ng 333532 5 14.15 982927 20.0
N,N-Dimethyloctyl... 15.06 15.9 ng 728854 6 15.68 915602 20.0
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