LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 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-BF010918.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.934 476 484 493 rVB 218705 321489 7.19% 0.773%
2 5.340 547 553 556 rBY 3688398 4157811 92.98% 10.002%
3 6.363 720 727 730 rBVY 3517692 4227408 94.54% 10.170%
4 6.492 744 749 752 rBVY 4314274 4214424 94.25% 10.139%
5 6.722 784 788 791 rBVY 1353421 1126569 25.19% 2.710%
6 6.875 810 814 818 rBVY 3475165 3339251 74.68% 8.033%
7 7.287 878 884 887 rBY 2686966 2694933 60.27% 6.483%
8 7.998 1001 1005 1009 rBV 1545766 1449092 32.41% 3.486%
9 9.081 1183 1189 1192 rBV 4836008 4471693 100.00% 10.757%
10 9.475 1251 1256 1259 rBV 557383 473709 10.59% 1.140%

11 9.686 1289 1292 1295 rVB 185028 137937 3.08% 0.332%
12 9.751 1297 1303 1307 rBV 1579913 1429592 31.97% 3.439%
13 9.957 1334 1338 1341 rBV 122558 128767 2.88% 0.310%
14 10.186 1374 1377 1380 rVB 205823 159743 3.57% 0.384%
15 10.404 1410 1414 1417 rBV 52307 62262 1.39% 0.150%

16 10.539 1432 1437 1440 rBV 2283206 2095713 46.87% 5.042%
17 10.657 1454 1457 1464 rVB 160956 177926 3.98% 0.428%

18 10.810 1479 1483 1485 rBV2 44449 49113 1.10% 0.118%
19 10.898 1494 1498 1503 rVB4 46078 52863 1.18% 0.127%
20 11.104 1530 1533 1536 rBV2 58274 52833 1.18% 0.127%
21 11.186 1544 1547 1551 rVB 77365 72537 1.62% 0.175%

22 11.233 1551 1555 1560 rBV2 1392909 1301382 29.10% 3.131%
23 11.275 1560 1562 1566 rVV 147914 128822 2.88% 0.310%
24 11.339 1570 1573 1576 rVvV 116772 91712 2.05% 0.221%
25 11.451 1588 1592 1595 rBV 154360 141146 3.16% 0.340%

26 11.622 1618 1621 1624 rBV 273583 224939 5.03% 0.541%
27 11.657 1624 1627 1631 rVV2 84811 120079 2.69% 0.289%

28 11.698 1631 1634 1638 rVV 79829 68156 1.52% 0.164%
29 11.763 1642 1645 1649 rBvV 246112 220494 4._.93% 0.530%
30 11.875 1661 1664 1666 rVB2 70487 53702 1.20% 0.129%
31 12.039 1690 1692 1695 rBV 85764 85319 1.91% 0.205%
32 12.445 1757 1761 1763 rBV3 66571 113205 2.53% 0.272%
33 12.545 1776 1778 1781 rVB3 60093 48331 1.08% 0.116%
34 12.669 1797 1799 1802 rBV3 52872 66775 1.49% 0.161%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 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-BF010918_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.780 1816 1818 1820 rBV2 53811 51822 1.16% 0.125%
36 12.822 1820 1825 1828 rVB 3110308 3004399 67.19% 7.228%
37 13.269 1898 1901 1904 rBV5 62582 88291 1.97% 0.212%
38 13.527 1943 1945 1948 rVB4 78836 66017 1.48% 0.159%
39 13.563 1948 1951 1953 rBV3 105894 103364 2.31% 0.249%
40 13.680 1969 1971 1973 rVB 70065 49129 1.10% 0.118%
41 13.716 1973 1977 1979 rBV2 548441 536099 11.99% 1.290%
42 13.804 1990 1992 1994 rVB2 86694 67805 1.52% 0.163%
43 13.827 1994 1996 1997 rBV2 60903 47571 1.06% 0.114%

44 13.863 1999 2002 2005 rVV 1090949 1156412 25.86% 2.782%
45 13.916 2009 2011 2015 rVB2 151242 182319 4.08% 0.439%

46 14.045 2030 2033 2038 rVB3 142670 187364 4._.19% 0.451%
47 14.098 2039 2042 2044 rVV3 87627 93786 2.10% 0.226%
48 14.221 2060 2063 2067 rVB2 141989 146732 3.28% 0.353%
49 14.280 2069 2073 2076 rVv4 81914 128373 2.87% 0.309%
50 14.345 2081 2084 2088 rVB3 164338 191159 4.27% 0.460%

51 14.392 2089 2092 2099 rVB2 148509 203774 4._.56% 0.490%
52 14.468 2102 2105 2108 rBvV4 82776 112026 2.51% 0.269%
53 14.563 2118 2121 2125 rBV3 99371 133847 2.99% 0.322%
54 14.686 2139 2142 2147 rBV5 65033 102018 2.28% 0.245%
55 14.880 2171 2175 2176 rBV2 134981 196293 4_.39% 0.472%

56 15.280 2238 2243 2247 rBV 810767 968763 21.66% 2.331%
57 15.768 2322 2326 2332 rVB2 130724 191162 4.27% 0.460%

Sum of corrected areas: 41568252
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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: BF102082.D
6.49

4000000 5.34
i 6.36 6.87

3000000 729

2000000

1000000

4.93

R L L L L e v

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: BF102082.D

4000000
12.82
3000000
10.54
2000000
8.00 9.75 11.23

1000000

e e e e T e R T e e e 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: BF102082.D

4000000

3000000

2000000

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 : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 5.71 ng 321489 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 483 (4.928 min): BF102082.D (-476) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 AR RAARE RARASRRARS

4.60 4.80 5.00 5.20

83.0
.w.”q.nﬂﬁ”.P.dp.”,”.WH.W.HHL”.“”.P.”,””,”.W m/z 59.00 54 _.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L L L BB |
59.0 460 4.80 5.00 5.20
m/z 101.10 17.70%
3]‘..0 83.0 10?..0
T T T T T e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R EEREE
460 4.80 5.00 5.20
5000 m/z 58.10 14.82%
41.0
73.0 86.0
R RN s e e o o R S RERRRRR A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester I Eam
59.0 460 4.80 5.00 5.20
m/z 41.00 8.25%
5000 41.0
[ JLL—173.0 126.0 1420
R R LR o e e o o RN RARRERRREESE R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.49 Concentration Rank 1

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

6.49 74.82 ng 4214420 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF102082.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 RSN RS R R
400 540 6.20 6.40 6.60 6.80
..,....,....,...:,".'...,::..,::.-.|,..'..,?‘?;9,..!.,.-:..,1.1.“?-9,....,"...,.. m/z 68.05 38.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 USRS AR LR R
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 33.70%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 24.71%
41.0 97.0
53.0
79.0 117.0
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.68%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.23 ng 159743 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 1378 (10.192 min): BF102082.D (-1374) (-) m/z 57.10 100.00%
5%.1
5000 85.0
39 1131 1411 9.80 10.00 10.20 10.40 10.60
Bl MR e asn /7 43.05  61.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83028: Hexadecane
57.0
5000 850 TTTT |||||||| ||||||
9. 80 10. oo 10 20 10. 40 10. 60
m/z 71.05 61.06%
200 | | M0 a0 1690 1970 226.0
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57.0
9.80 10.00 10.20 10.40 10.60
0
5000 g5.0 m/z 85.05 37.50%
29.0
113.0  141.0 1690 212.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane R e e
57.0 9.80 10.00 10.20 10.40 10.60
m/z 41.10 31.67%
5000
85.0
29.0
\‘ ‘\ H oy I 113 0 141 0 184 0
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 980 1000 1020 1040 1060
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.73 ng 177926 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heptacosane 380 C27H56 000593-49-7 80

Abundance Scan 1458 (10.663 min): BF102082.D (-1454) (-) m/z 57.05 100.00%

57.0

5000

183.1 10.40 10.60 10.80 11.00
m/z 43.10 76.01%

113.1
140.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane
57.0

5000 e
85.0 10.40 10.60 10.80 11.00

m/z 71.05 74 .93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

29.0
‘113 0 141 0 169 0 197 0 225 0 253 o 282 0

57.0

10.40 10.60 10.80 11.00
5000 85.0 m/z 85.05 41.62%

23.0 113.0
"~ 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0

A A R NS A LU BN SARAN SRS SRS R AL SRS LA SRR SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane i e e EL et
57.0 10.40 10.60 10.80 11.00
m/z 41.10 34.58%

5000
85.0

29.0
‘\\M‘wﬂwmmm%mmnm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 40 10 60 10. 80 11.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, (l1-ethylundecyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.45 2.17 ng 141146 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 94
2 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 72
3 Benzene. (l-ethvinonvl)- 232 C17H28 004536-87-2 64
4 Benzene. (1l-ethvloctv)- 218 C16H26 004621-36-7 53
5 Benzeneacetaldehyde, .alpha.-ethyl- 148 C10H120 002439-43-2 50
Abundance Scan 1592 (11.451 min): BF102082.D (-1588) (-) m/z 91.05 100.00%
91.0
5000 1191
41.1 231.2 11.20 11.40 11.60 11.80
147.1 260.2
et e bt S AR2A9T L T 0T Tm/z 119.10  51.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111018: Benzene, (1-ethylundecyl)-
91.0
119.0
5000
11.20 11.40 11.60 11.80
m/z 41.10 10.98%
41.0 231.0
‘ M . 71 0 | “ J ‘ 147 0 175, 0 207.0 ‘ 260 0
m/z--> 20 Jo 60 éo 100 150 110 160 180 200 220 240 2éo
Abundance
91.0
o "5 1440 1160 180
5000 : m/z 105.05 10.87%
41.0
220 71.0 147.0 1750 217.0  246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87783: Benzene, (1-ethylnonyl)-
91.0 11.20 11.40 11.60 11.80
m/z 43.10 10.34%
5000 119.0
4ﬁ° 69,0 | | 1610 2030 230
w30 do & B0 100 14 T 10 18 3 338 3k 3 1120 11,40 1160 11.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzene, (1-methyldodecyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.62 3.46 ng 224939 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 93
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 64
3 Benzene. (l-methvlinonvI)- 218 C16H26 004537-13-7 64
4 Benzene. (l1-methvlnonadecvl)- 358 C26H46 002398-66-5 64
5 Benzene, (1,3-dimethylbutyl)- 162 C12H18 019219-84-2 50
Abundance Scan 1621 (11.622 min): BF102082.D (-1618) (-) m/z 105.05 100.00%
105.1
5000
411 79.0 260 3 11.40 11.60 11.80 12.00
it b oo 03 1752 2082 2812 W ‘m/z 106.10  13.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111019: Benzene, (1-methyldodecyl)-
105.0
5000
11.40 11.60 11.80 12.00
m/z 91.05 9.83%
430 790, | 1330 166.0 189.0 2210 260.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 2éo
Abundance
105.0
11.40 11.60 11.80 12.00
5000 m/z 104.00 4 _80%
41.0 79.0 1250147.01680 __207.0 246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75972: Benzene, (1-methylnonyl)-
105.0 11.40 11.60 11.80 12.00
m/z 41.10 4_60%
5000
16.0 41.0 9.0 | 1%01&01%02@0
m/z--> ﬁo Jo 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 : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.76 3.39 ng 220494 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 37
Abundance Scan 1645 (11.763 min): BF102082.D (-1642) (-) m/z 91.00 100.00%
91.0
43.1
5000 1331
157.1 1852 2132 g 11.40 11.60 11.80 12.00
.'."!'.':|'.||!|]. |I||..:I‘ .q.“.'.|.'.|'....Il..l..l.'...l...l.l..'..,....,....,. m/z 73.00 66.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730
5000 AR TN UL BN B
11,40 11.60 11.80 12.00
o0 1200 - o 2140 m/z 43.10 66.67%
”.“.”,”.....”,”.W.H.P.”,”...”...” S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
11.40 11.60 11.80 12.00
5000 129.0 m/z 60.00 54 _.51%
83.0
157.0 1g50 213.0 256.0
107.0
Wﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L aAm Ea T
43.0 730 11.40 11.60 11.80 12.00
m/z 55.05 51.92%
5000 129.0

15.0
R e EEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12.00

8270-BF010918.M Tue Jan 16 18:27:45 2018 Page: 10



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 9.27 ng 536099 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Cvcloeicosane 280 C20H40 000296-56-0 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 1978 (13.721 min): BF102082.D (-1973) (-) m/z 55.00 100.00%
549|0 83.1
204.1 287.2 13.40 13.60 13.80 14.00
168.1 241.2 314.2 357.3 BT 05 99 . 10%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 111.0 U U S DU
Bmwmnmmm
m/z 83.10 98.11%
270 | \‘ L L | %90167.01960  238.0266.0204.0
m/z--> 55 160 150 260 250 360 3éo
Abundance
55.0
83.0 RN SN U
13.40 13.60 13.80 14.00
5000 m/z 43.10 93.41%
111.0
210 139.0 168.0196.0224.0252.0280.0
m/z--> 55 160 150 260 250 300 3éo
Abundance #185169: Heptadecy! trifluoroacetate e A REEEEEasS
57.0 13.40 13.60 13.80 14.00
m/z 97.10 82.95%
5000
29.0 125.0
1l | L ‘4540132021002380 2830  334.0
m/z--> % 2& 250 %o 3% Bmwmnmmm

8270-BF010918.M Tue Jan 16 18:27:46 2018 Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl13.92 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.92 3.15 ng 182319 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.6-Dihvdropvridine-3-carbonitri... 366 C19H15BrN20
2 5-Bromovaleric acid. 2.7-dimethv... 314 C15H23Bro02
3 Urea. N-(3-methvlbenzovl)-N"-(5-... 259 C13H13N303

1000295-78-7 27
1000292-56-8 27
1000320-00-2 25

073789-86-3 25
093393-51-2 25

4 Benzene. 1-(bromomethvl)-4-(l-me... 212 C10H13Br
5 Benzene, 1,1"-(4,4-dimethyl-1-bu... 236 C18H20

Abundance Scan 2012 (13.921 min): BF102082.D (-2009) (-) m/z 119.00 100.00%
43.0 19.0
5000
13.60 13.80 14.00 14.20
m/z 105.05 97.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194092: 1,6-Dihydropyridine-3-carbonitrile, 2-bromo-6-hyd...
119.0
5000 LA L L L L L B LB L |
13.60 13.80 14.00 14.20
65.0 287.0 m/z 43.05 83.63%
ol .. 1540 195.0227.0 | 366.0
e T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
2710 LILEN LI L L L L LB |
13.60 13.80 14.00 14.20
5000 41.0 m/z 57.10 81.36%
77.0 152.0
193.0 235.0 316.0
L e e e e e e IR B A e B L B e e e IR w
m/z--> 50 100 150 200 250 300 350 400
Abundance #109669: Urea, N-(3-methylbenzoyl)-N'-(5-methyl-3-isoxazolyl) e AREEEEEaSEE
119.0 13.60 13.80 14.00 14.20
m/z 91.00 71.21%
5000
65.0 259.0
29, | || |, 1730 2150
P e R RRRRE R R e E Ry
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF010918.M Tue Jan 16 18:27:46 2018 Page: 12



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl14.05 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .05 3.24 ng 187364 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 25
2 Thiocvanic acid. 1.1.3-trimethvl... 233 C14H19NS 1000293-27-7 25
3 2.5-Dimethvilbenzvl chloride 154 C9H11cClI 000824-45-3 22
4 1.3.5-Cvcloheptatriene. 3.7.7-tr... 134 C10H14 003479-89-8 22
5 o-Cymene 134 C10H14 000527-84-4 22
Abundance Scan 2034 (14.051 min): BF102082.D (-2030) (-) m/z 119.10 100.00%
119.1
57.0
5000
143 386.3 " 13.80 14.00 14.20 14.40
: m/z 133.10 76.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14807: p-Cymene
119.0
5000 LI BRI B BULLILN U
Bmmmmmmm
m/z 57.00 54 _.62%
4%0 710 | ‘
mz-> 50 100 150 200 250 300 350 400
Abundance
119.0
" 13.80 14.00 14.20 14.40
5000 m/z 43.10 47 .83%
77.0 159.0
233.0
m/z--> 55 160 1%0 200 2%0 300 3%0 460
Abundance #27594: 2,5-Dimethyloenzyl chloride I a  BREEEEES B
119.0 13.80 14.00 14.20 14.40
m/z 71.10 33.60%
5000
154.0
419 ‘770‘ | |
R " T " " " " 13.80 14.00 14.20 14.40

8270-BF010918.M Tue Jan 16 18:27:47 2018 Page: 13



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl4.22 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.22 2.54 ng 146732 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 4-methvl-N-T2-(2-thie... 245 C14H15N0OS 1000319-70-5 18
2 benzldlisozazole. 3-ethvl- 147 CO9HONO 066033-77-0 14
3 Benzene. (l-ethvloctvl)- 218 C16H26 004621-36-7 14
4 Benzene. (l-ethvldecvI)- 246 C18H30 002400-00-2 14
5 3-Methoxy-5-(p-tolyl)isoxazole 189 C11H11NO2 1000241-45-5 14
Abundance Scan 2063 (14.221 min): BF102082.D (-2060) (-) m/z 57.05 100.00%
51.0 105.1
5000 1471 259.2

400.4 14.00 14.20 14.40 14.60
m/z 105.10 88.07%

LU
B

|||- .
T

m/z--> 50 100 150 200 250 300 350 400
Abundance #98155: Benzamide, 4-methyl-N-[2-(2-thienyl)ethyl]-
119.0
5000 LA L L L L L LB
245.0 14.00 14.20 14.40 14.60
65.0 m/z 43.10 77 .40%
330 | ||| 1650 2140
e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
A L R REmms e
14.00 14.20 14.40 14.60
5000 m/z 119.10 74 .13%
63.0
150.0
T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #75968: Benzene, (1-ethyloctyl)- A L R REmms e
91.0 14.00 14.20 14.40 14.60
m/z 91.00 55.54%
5000
41"0 33.0 18?.0
| | L " adl L 1
Attt A L R REmms e
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF010918.M Tue Jan 16 18:27:48 2018 Page: 14



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl4.26 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.28 2.22 ng 128373 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzonitrile. 2-ethoxv- 147 C9HONO 006609-57-0 30
2 Benzonitrile. 4-ethoxv- 147 C9HONO 025117-74-2 27
3 Benzonitrile. 3-ethoxv- 147 CO9HONO 025117-75-3 27
N-(4-BiphenvlivD)-p-toluamide 287 C20H17NO 313251-13-7 27
5 4-Methyl-N-pentafluorophenylbenz... 301 C14H8F5NO 1000110-86-7 22
Abundance Scan 2073 (14.280 min): BF102082.D (-2069) (-) m/z 119.10 100.00%
19.1
57.0
5000
203.1 273.3
L) dsox | ason \ |2 %2 04 "0 14120 1440 14560
'|“"' ll.l.lll L ....I.h.. Ilulnnnll. L — I o m/z 105.10 91.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #22534: Benzonitrile, 2-ethoxy-
119.0
5000 L B B BRI B
mmmmmmmm
m/z 57.05 65.69%
270 64.0 ‘
| 4 “ T
m/z--> 55 100 1éo 260 250 360 3%0 460
Abundance
119.0
| 14.00 14.20 14.40 1460
5000 m/z 43.10 54 .84%
64.0
mz-> 50 100 150 200 250 300 350 400
Abundance #22535: Benzonitrile, 3-ethoxy- N B EE
119.0 14.00 14.20 14.40 14.60
m/z 91.00 48.70%
5000
29.0
‘ 64.0 ‘
m/z--> 50 100 150 200 250 300 350 400 14.00 14 20 14. 40 14 60

8270-BF010918.M Tue Jan 16 18:27:48 2018 Page: 15



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl4.34 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.34 3.31 ng 191159 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodoundecane 282 C11H23lI 004282-44-4 25
2 Heptadecane 240 C17H36 000629-78-7 15
3 5-Chlorovaleric acid. 4-tridecvyl... 318 C18H35CI02 1000299-91-4 14
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 14
5 10-Methylnonadecane 282 C20H42 056862-62-5 11
Abundance Scan 2083 (14 339 min): BF102082.D (-2081) (-) m/z 133.10 100.00%
57.1 138.
5000
l 110 J 273.3 00 1490 14140 1480
B J I*E n m/z 57.10 88.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128607: 1-lodoundecane
57.0
5000 U DR S BN AR
14. oo 14. 20 14.40 14.60
m/z 119.10 70.94Y%
99.0 1550
150 1 ||| 197.0 2820
m/z--> §o 160 1éo 260 250 300 3éo 460
Abundance
57.0
14.00 14.20 14.40 1460
5000 m/z 43.05 56.38%
26/0 9.0 141.0 183.0 240.0
miz-> 50 100 150 200 250 300 350 400
Abundance #159660: 5-Chlorovaleric acid, 4-tridecyl ester R A REER R
119.0 14.00 14.20 14.40 14.60
m/z 105.10 52.42%
5000
55.0
} 182.0
PRI 13 NP I .- E e —
m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14.40 14.60

8270-BF010918.M Tue Jan 16 18:27:49 2018
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 unknownl14.39 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .39 3.52 ng 203774 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-di-sec-butviphenol. trifluor... 302 C16H21F302 1000376-42-0 12
2 1H-1.3-Benzimidazole-1-acetamide... 287 C17H25N30 1000351-15-0 11
3 Tolcapone 273 C14H11NO5 134308-13-7 10
4 Tetracvclol6.1.0.0(2.4).0(5.7)1In... 288 C21H36 078578-98-0 9
5 Pentadecane, 3-phenyl- 288 C21H36 004534-65-0 9
Abundance Scan 2092 (14.392 min): BF102082.D (-2089) (-) m/z 57.05 100.00%
57.0  105.1
5000 2133
| | 11a4004| | 1400 120 1440 1460 1450
b gl L m/z 105.10  94.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #146201: 2,6-di-sec-butylphenol, trifluoroacetate ester
57.0
5000 2130 LN ORI ISR AL I
170 14.00 14.20 14.40 14.60 14.80
: 217.0 302.0 m/z 43.10 75.11%
147.0 :
—4 I“\I L\I | |‘ ILI \\IHI\I Il?sl'ol i i : I\I : |" R
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
131.0 14.00 14.20 14.40 14.60 14.80
5000 287.0 m/z 119.10 72 .32%
100.0 244.0
175.0206.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone B B E e
119.0 14.00 14.20 14.40 14.60 14.80
273.0 m/z 91.00 56.01%
5000
182.0
65.0 L] .1520 | 226.0
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80

8270-BF010918.M Tue Jan 16 18:27:50 2018 Page: 17



Library Search Compoun

d Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 16 unknownl4.56 Concentration Rank 15

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

14 .56 2.31 ng 133847 Chrysene-di12 13.86

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 35
2 Urea. N-(3-methvlbenzovl)-N"-(5-... 259 C13H13N303 1000320-00-2 35
3 p-Cvmene 134 C10H14 000099-87-6 18
4 2.4.4.6-Tetramethvl-6-phenvlheptane 232 C17H28 1000293-28-6 18
5 N-(4-Biphenylyl)-p-toluamide 287 C20H17NO 313251-13-7 18

Abundance Scan 2121 (14.563 min): BF102082.D (-2118) (-) m/z 119.10 100.00%
119.1
57.1 259.2
5000
01.2 3551 400.4 14.20 14.40 14.60 14.80
m/z 133.05 71.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0
5000 LA L L L L L B
14.20 14.40 14.60 14.80
182.0 m/z 105.00 70.32%
65"0 . ‘ ) 226.0 |
— Tt T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
R e N EmER
14.20 14.40 14.60 14.80
5000 m/z 57.10 66.92%
65.0 259.0
33.0 173.0 215.0
e e IR e e e NN B e o e s o
m/z--> 50 100 150 200 250 300 350 400
Abundance #14809: p-Cymene R e e
119.0 14.20 14.40 14.60 14.80
m/z 43.10 65.29%
5000
41.0 77.0
P N N —
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14.80

8270-BF010918.M Tue Jan 16 18:27:50 2018

Page: 18



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl14.69 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.69 2.11 ng 102018 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Butanoic acid. 4-(1l.l1-dimethvlet... 218 C11H2204 106058-97-3 12
2 Crinan-1-ol. (1.alpha.)- 273 C16H19N0O3 041928-89-6 12
3 1.3.2-Benzoxazaborole. 2-ethvl-2... 147 C8H10BNO 129363-62-8 11
4 2.6-di-sec-butvlphenol. trifluor... 302 C16H21F302

5 1-Naphthalenamine, 5,6,7,8-tetra... 147 C10H13N 002217-41-6 10

1000376-42-0 10

Abundance Scan 2143 (14.692 min): BF102082.D (-2139) (-) m/z 57.05 100.00%
57.0 105.1
5000
14.40 14.60 14.80 15.00
m/z 105.05 89.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75470: Butanoic acid, 4-(1,1-dimethylethoxy)-3-hydroxy-2-...
57.0 131.0
5000 LA L L L L LB
14.40 14.60 14.80 15.00
99.0 m/z 43.10 80.83%
27@
.Mqu‘Mﬂ.Mﬂuju&e}P..,... R
m/z--> 50 100 150 200 250 300 350 400
Abundance
273.0
AR EEREE L
14.40 14.60 14.80 15.00
5000 m/z 147.10 66.01%
202.0
— T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #22459: 1,3,2-Benzoxazaborole, 2-ethyl-2,3-dihydro- AR EEREE L
147.0 14.40 14.60 14.80 15.00
m/z 133.05 62.45%
5000
270 630 1% |
-7 AR EEREE L
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF010918.M Tue Jan 16 18:27:51 2018
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl14.88 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.88 4.05 ng 196293 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 35
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 25
3 Batilol 344 C21H4403 000544-62-7 23
4 Stearic acid. 3-(octadecvloxv)pr... 595 C39H7803 017367-40-7 16
5 Hexadecane, 8-hexyl-8-pentyl- 380 C27H56 055282-29-6 12
Abundance Scan 2175 (14.880 min): BF102082.D (-2171) (-) m/z 57.10 100.00%
51.1
5000 AxﬁAJNJkA,Aw//q\k\hﬁwwﬂﬁj\‘
971 1331 252.1
LR PSRRI AN B B
178.916. 87.2 305 2 24143 14.60 14.80 15.00 15.20
S} 2162 e WIS Tm/z 71.10  63.43%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #104185: E-7-Octadecene
43.0
83.0
5000 LR B BRI BRI B
mmmmmmmm
50 252.0 m/z 43.10 53.31%
| M ‘\ \‘ 1680 2100
m/z--> 6 55 100 150 200 250 360 3éo 460 4%0
Abundance
57.0
97.0 ' 14.60 14.80 15.00 15.20
5000 m/z 69.10 42 .41%
252.0
169.0
209.0 297.0 448.0
m/z--> 6 55 160 1%0 260 2%0 360 3éo 460 4%0
Abundance #180014: Batilol N B EE
14.60 14.80 15.00 15.20
m/z 85.10 35.80%
N WW/AM
miz--> 0 50 100 150 200 250 300 350 400 450 ' I1;1|6IOI '1'4 éd '1:5 dd '1:5 2'0' -
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102082.D

Aca On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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

Concentration Rank 6

Peak Number

19 Octacosanol

R.T. EstConc Area Relative to ISTD R.T.
15.77 3.95 ng 191162 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 89
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
3 n-Tetracosanol-1 354 C24H500 000506-51-4 81
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 81
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 81

Abundance Scan 2326 (15.768 min): BF102082.D (-2322) (-) m/z 57.00 100.00%
571.0 97.0
5000

15.40 15.60 15.80 16.00

39.1169.1199.2 239.0271.3
m/z 97.05 92.74%

341.0

401.1

m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57.0
97.0
5000 LA L L L L LB L

T T I
15.40 15.60 15.80 16.00

m/z 43.05 92 .64%

39.0
| 130 1810 22000500 20208220 36203920
AL A 1810 22202520 20203220 362.03920

27,01, |
i
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
83.0 R e R
15.40 15.60 15.80 16.00
5000 m/z 83.10 85.89%
125.0
155.0 196.0
s e L B I e
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 L BT o e
57.0 |97.0 15.40 15.60 15.80 16.00
m/z 55.00 78.71%
5000
39.0
2701 | ‘l \ | 1? |, 181.0 222.02520 _ 308.0
— A e B e R
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011518\
Data File : BF102082.D

Acq On : 16 Jan 2018 00:00

Operator : SJ/JU

Sample : J1122-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.93 5.7 ng 321489 1 6.72 1126570 20.0
unknown6 .49 6.49 74.8 ng 4214420 1 6.72 1126570 20.0
Hexadecane 10.19 2.2 ng 159743 3 9.75 1429590 20.0
Eicosane 10.66 2.7 ng 177926 4 11.23 1301380 20.0
Benzene, (l1-ethyl... 11.45 2.2 ng 141146 4 11.23 1301380 20.0
Benzene, (1-methy... 11.62 3.5 ng 224939 4 11.23 1301380 20.0
Tridecanoic acid 11.76 3.4 ng 220494 4 11.23 1301380 20.0
1-Heneicosanol 13.72 9.3 ng 536099 5 13.86 1156410 20.0
unknownl13.92 13.92 3.1 ng 182319 5 13.86 1156410 20.0
unknown14 .05 14.05 3.2 ng 187364 5 13.86 1156410 20.0
unknownl14 .22 14.22 2.5 ng 146732 5 13.86 1156410 20.0
unknownl14 .26 14.28 2.2 ng 128373 5 13.86 1156410 20.0
unknownl14 .34 14_.34 3.3 ng 191159 5 13.86 1156410 20.0
unknownl14 .39 14.39 3.5 ng 203774 5 13.86 1156410 20.0
unknownl14 .56 14.56 2.3 ng 133847 5 13.86 1156410 20.0
unknownl14 .69 14.69 2.1 ng 102018 6 15.28 968763 20.0
unknownl14 .88 14.88 4.0 ng 196293 6 15.28 968763 20.0
Octacosanol 15.77 4.0 ng 191162 6 15.28 968763 20.0
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