LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 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-BF020318.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 2.193 12 18 29 rvB 567495 765823 14.96% 1.584%
2 5.122 513 516 522 rVB 149040 194692 3.80% 0.403%
3 5.504 575 581 584 rBVY 4704718 5118925 100.00% 10.590%
4 6.510 743 752 755 rBVY 4316085 5103441 99.70% 10.558%
5 6.563 758 761 767 rVB 65873 63892 1.25% 0.132%
6 6.651 771 776 779 rVV 4998673 4960364 96.90% 10.262%
7 6.704 782 785 790 rVB 262883 213413 4.17% 0.442%
8 6.881 811 815 819 rVB 1794906 1425819 27.85% 2.950%
9 6.933 821 824 827 rBV 61190 54478 1.06% 0.113%
10 7.039 837 842 844 rBVY 3984118 3603797 70.40% 7 .456%
11 7.063 844 846 850 rVB 91879 73571 1.44% 0.152%
12 7.128 854 857 859 rBV 80120 65840 1.29% 0.136%
13 7.151 859 861 864 rVB 85158 61178 1.20% 0.127%

14 7.198 864 869 871 rBV 172513 154084 3.01% 0.319%
15 7.416 902 906 907 rBV 244252 257026 5.02% 0.532%

16 7.445 907 911 914 rVB 3241339 3223528 62.97% 6.669%
17 7.645 943 945 947 rvV 145284 111727 2.18% 0.231%
18 7.675 947 950 953 rVvB 146915 132702 2.59% 0.275%
19 7.763 960 965 967 rBvV2 55407 56151 1.10% 0.116%
20 7.810 970 973 975 rVvV 53753 55299 1.08% 0.114%

21 7.833 975 977 981 rVV3 117714 127711 2.49% 0.264%
22 7.898 985 988 991 rvv 232075 205296 4.01% 0.425%

23 7.928 991 993 995 rvB2 76837 58857 1.15% 0.122%
24 8.163 1027 1033 1036 rBV 2289695 2071155 40.46% 4._.285%
25 8.204 1039 1040 1045 rvB2 63674 66959 1.31% 0.139%
26 8.545 1094 1098 1101 rBV2 56398 54996 1.07% 0.114%
27 8.875 1151 1154 1157 rVB 75820 59858 1.17% 0.124%
28 8.975 1167 1171 1175 rVB 66905 57609 1.13% 0.119%

29 9.239 1210 1216 1219 rBV 5002744 4583148 89.53% 9.482%
30 9.627 1279 1282 1285 rBV 419279 331383 6.47% 0.686%

31 9.845 1316 1319 1321 rVB 135964 121340 2.37% 0.251%
32 9.916 1327 1331 1335 rBV 1947825 1921595 37.54% 3.975%
33 10.345 1401 1404 1407 rVB 203869 162037 3.17% 0.335%
34 10.563 1436 1441 1444 rBV 54954 71604 1.40% 0.148%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 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-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 10.704 1459 1465 1469 rBV 2579764 2676162 52.28% 5.536%

36 10.816 1481 1484 1490 rBV 209111 186714 3.65% 0.386%

37 11.263 1557 1560 1563 rBV 92221 75584 1.48% 0.156%
38 11.404 1580 1584 1587 rBV 1900940 1624615 31.74% 3.361%
39 11.427 1587 1588 1591 rVB 144781 77567 1.52% 0.160%

40 11.927 1665 1673 1681 rBVY 500084 588673 11.50% 1.218%

41 12.615 1787 1790 1794 rBV 163756 145437 2.84% 0.301%
42 12.710 1802 1806 1813 rBVY 93489 112508 2.20% 0.233%
43 12.804 1819 1822 1824 rBV 122033 97709 1.91% 0.202%
44 12.845 1824 1829 1833 rVV 117827 138035 2.70% 0.286%
45 12.992 1849 1854 1857 rBV 3128879 3079709 60.16% 6.371%

46 13.462 1930 1934 1939 rVB 67612 66856 1.31% 0.138%
47 13.874 2001 2004 2013 rVB 988383 852885 16.66% 1.764%
48 14.039 2026 2032 2035 rBV 1158309 1209554 23.63% 2.502%
49 14.509 2108 2112 2117 rBV 124430 144380 2.82% 0.299%
50 14.798 2157 2161 2168 rBV2 92334 175458 3.43% 0.363%

51 15.080 2206 2209 2212 rBV 37079 51441 1.00% 0.106%
52 15.521 2278 2284 2293 rBV 820306 1087359 21.24% 2.250%
53 15.992 2360 2364 2367 rBV 39583 51930 1.01% 0.107%

54 16.039 2367 2372 2380 rVV 131091 200126 3.91% 0.414%
55 17.609 2633 2639 2645 rVB 46710 104909 2.05% 0.217%

Sum of corrected areas: 48336909
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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: BF102766.D
5000000 550 6les
6.51

4000000
3000000
2000000 6.88

1000000
2.19

5.12 E\?JE ' 9

7.04

7.45

I EMEMMENEMEMENEMENEMS ISR S WS S SIS 04 Coat M)

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.

Abundance -
5000000 oloa TIC: BF102766.D

4000000

3000000
10.70

8.16
2000000 9.92 11.40

1000000

&5 20 855 8AEB§974J | o 1035105

1082 1108143 1269p04| 1346

12.99

. —

0 L e e B E s B e e e e B NS o R s L e LA S S S B e s S S B S S B B

[
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 -
5000000 TIC: BF102766.D

4000000
3000000

2000000

13.8 4.04

1000000 15.52

1451 1480 15,08 13584 17.61

e e e e e 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\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.19 10.74 ng 765823 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 18 (2.193 min): BF102766.D (-12) (-) m/z 73.00 100.00%

73.0
5000 43.0
55.0
87.0

2.20 2.30 2.40 2.50 2.60

36. 67.0
Ol SO e S e /7 43.00 43 54%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L B BRI B BN L
43.0 2.20 2.30 2.40 2.50 2.60
= 550 87.0 m/z 55.00 32.61%
29.0
735.0, |, 67.0/ |, 80.0
Y Y N . R P
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
RN REREEEaEsREEELY R
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.05 24 .45%
43.0
0 2.0 150 29055, 53.0 60.066.0 81.0 88.0
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2051: 1,3-Dioxolane, 2-methyl- R RRRERER I LEEE R

73.0 220230240250260
m/z 41.00 14 _.99%

5000 43.0
58.0
29.0 87‘-0
Obrrrrrreprrrrrerrrrr e e e

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
5.12 2.73 ng 194692 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 3-Hexanol 102 C6H140 000623-37-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 516 (5.122 min): BF102766.D (-513) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 L o e
83.0 4.80 5.00 5.20 5.40
O e e e e e e m/z 59.00 56.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L LB L |
59.0 4.80 5.00 5.20 5.40
0
15.0 1010 m/z 101.00 17.73%
81.0 83.0
0 ‘ 1 | i . : . ‘
A i o o LI B o o o
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance
59.0
T
4.80 5.00 5.20 5.40
5000 310 430 73.0 m/z 57.95 15.33%
84.0 101.0
O T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- AR e R R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.00%
5000 41.0
31.0
69.0 87.0
150 | 11| 500, ‘ 98.0
R e L R R s S S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 unknown6.65 Concentration Rank 1

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

6.65 69.58 ng 4960360 1,4-Dichlorobenzene-d4 6.88
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 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF102766.D (-771) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IR RS R R
40.0 540 | 6.40 6.60 6.80 7.00
o..,....,....,...:l'!..:,:!..,::.-.|,..l:.,?‘?:?,..l.,.’fﬂ?,"....,....,"...,.. m/z 67.95 40.17%
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 N
5000 IR S R R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.70%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" '6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.97%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole L L L L L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.00 15.56%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
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 : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Benzene, 1,2,3-trimethyl- Concentration Rank 8

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

6.70 2.99 ng 213413 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 784 (6.698 min): BF102766.D (-782) (-) m/z 105.00 100.00%
106.0
5000 120.1
390 51.0 49 (70 910 6.40 6.60 6.80 7.00
Ol sttt e st el el - TmZZz 120.10 0 43.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.40 6.60 6.80 7.00
m/z 77.00 12.38%
150 270 390 510 0 77 90 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 91.00 12.28%

15.0 27.0 39.0 51.0 65.0 77.0 91.0

R e e RARSE BaE S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9400: Mesitylene
105.0 6.40 6.60 6.80 7.00
0
120.0 m/z 119.00 11.62%
5000
270 30 50 4 770 910
0.w.”.“.”,”.mhn.ﬂhuqmﬂw.nﬂp.”,n.wﬂu.“u”ﬂ”.w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Benzene, 1,2-diethyl- Concentration Rank 13

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

7.20 2.16 ng 154084 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 94
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 93
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 869 (7.198 min): BF102766.D (-864) (-) m/z 119.10 100.00%
119.1
105.0
39.0 51.0 65.0 77|-0 6.80 7.00 7.20 7.40 7.60
OLrerrerrprrrrprrr et il M el | m/Zz 105.00  57.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14842: Benzene, 1,2-diethyl-
105.0 119.0
5000 134.0
91.0 6.80 7.00 7.20 7.40 7.60
70 | m/z 134.10 48 _.33%
15,0 270 390 510 650 R
O e e T T T e
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.00 45 _57%
134.0

0390 519 650 77.0 910 1050

2.0 15.0 27.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105.0 119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 13.48%
5000 134.0
91.0
27.0 390 51.0 50 'O |
0.HPHWHHPHM””ﬂ”Jm”NMW”MLHqHHNHWJﬂL”q”M“.
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

10.82 2.30 ng 186714 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Tetratetracontane 619 C44H90 007098-22-8 83

Abundance Scan 1485 (10.821 min): BF102766.D (-1481) (-) m/z 57.00 100.00%

57.0
5000

10.60 10.80 11.00 11.20

o m/z 43.00 58.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
57.0
5000 LA B L L L L L L LB
85.0 10. 60 10 80 11. OO 11. 20
29.0 ’ m/z 71.00 58.15%
0 ! ‘ |, | 1130 1410 169.0 197.0 226.0
T T T e e e e T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
T T T
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.00 35.32%
29.0 30
. 1130 1410 169.0 1970 2950 254.0
T T T T T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane S T
57.0 10.60 10.80 11.00 11.20
m/z 41.00 23.57%
5000
85.0
29.0
o | ‘ I ) 1180 1410 184.0
R R o e o o RANNERERSEEE S ma s R e R E R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.93 7.25 ng 588673 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1673 (11.927 min): BF102766.D (-1665) (-) m/z 60.00 100.00%
6d.0
5000 129.1 h\\‘_
850 213.2 SR VN SRR SRR UGS
% i1 ' 2562 oo 11.60 11.80 12.00 12.20
0 . m/z 73.00 98.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN SUMIULE UL BUULE SULRLRS
83.0 11.60 11.80 12.00 12.20
J‘ 1570 1850 2130 2560 m/z 43.00 94.73%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
430 730
11)60 11)80 12!00 12)20 '
5000 129.0 m/z 57.00 84.10%
171.0
97.0 214.0
0l15.0
WTWW‘WTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid T TR T T
43.0 11.60 11.80 12.00 12.20
m/z 55.00 78.32%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11%0 11%0 1200 1250
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 14.10 ng 852885 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 94
Abundance Scan 2003 (13.868 min): BF102766.D (-2001) (-) m/z 57.00 100.00%
57.0
97.0
5000
25.1 13.60 13.80 14.00 14.20
o , il A fot2 1041 240 3080 3501 | /70 55.00 93.67%
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
510
5000 NSNS
13.60 13.80 14.00 14.20
20.0 250 m/z 43.00 85.84%
oL L dll ‘ L\ ‘h 9540 19602240 269.0 370.0
m/z--> 50 200 250 300 350
Abundance
55.0
97.0 13,60 13.80 14.00 14.20
5000 m/z 83.00 71.94%
125.0
0 210 153.0181.0 308.0
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate
57.0 13.60 13.80 14.00 14.20
m/z 69.00 63.87%
5000
29.0 25 0
o 1l J ‘L I154 0182 0210 0238 0 2830 334.0 o
m/z--> 50 200 ﬁo 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Nonadecyl pentafluoropropio... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.51 2.39 ng 144380 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 83
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 83
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 80
4 1-Octadecene 252 C18H36 000112-88-9 64
5 1-Heptacosanol 396 C27H560 002004-39-9 58
Abundance Scan 2112 (14.509 min): BF102766.D (-2108) (-) m/z 57.00 100.00%
51.0
97.0
5000
01  207.0 254.0 397.2 14.20 14.40 14,60 14.80
. : 0 300.1 351.0 : : : -
oyl m/z 43.00 82.30%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
57.0 970
5000 LR BN B UL B
14.20 14.40 14.60 14.80
m/z 55.00 68.33%
m/z--> §0 100 150 200 250 300 3%0 460 450 '
Abundance
43.0
83.0 14.20 14.40 14.60 14.80
5000 m/z 97.00 57.43%
125.0
o 168.0 210.0 252.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #236054: Heneicosy! heptafluorobutyrate e A RERREEEES
57.0 14.20 14.40 14.60 14.80
m/z 83.00 56.21%
97.0
5000
ol ‘ | l 3?? 182.0222.0  294.0 339.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Octadecanamide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.80 3.23 ng 175458 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 78
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 58
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
4 5-Fluoroorotvl-N.N-dimethvlhvdra... 216 C7H9FN403 1000227-24-4 43
5 Tetradecanamide 227 C14H29NO 000638-58-4 43
Abundance Scan 2161 (14.798 min): BF102766.D (-2157) (-) m/z 59.00 100.00%

.0

5000
12801540 2031 o489 2821 3410 14.40 14.60 14.80 15.00 15.20
0 m/z 72.00 65.53%
m/z--> 50 100 150 200 250 300 350
Abundance #130205: Octadecanamide
59.0
N A I
5000 llllllllllllllllllllll
14.40 14.60 14.80 15.00 15.20
m/z 55.00 58.68%
2 0\‘\ H (860 1289 17001080 2400 2830
ol— e
m/z--> 5 100 150 200 250 300 350
Abundance
59.0
R B R e ma
14.40 14.60 14.80 15.00 15.20
5000 m/z 43.00 33.59%
o 29.0 86.0 114.0 154.0184.0 220.0 253.0 201C
=t e e e
m/z--> 50 100 150 200 250 300 350
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... e o
59.0 14.40 14.60 14.80 15.00 15.20
m/z 41.00 32.33%
5000
0 ] 910 141016901960 229.0
77 R B R e ma
m/z--> 50 100 150 200 250 300 350 14. 40 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF020518\
Data File : BF102766.D

Aca On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample = J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 1-Tricosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.04 3.68 ng 200126 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 Z-12-Pentacosene 350 C25H50 1000131-09-4 95
3 Octacosanol 410 C28H580 000557-61-9 91
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
5 Octacosyl acetate 452 C30H6002 018206-97-8 91
Abundance Scan 2372 (16.039 min): BF102766.D (-2367) (-) m/z 57.00 100.00%
57.0
97.0
5000
153.0 15.80 16.00 16.20 16.40
185.0 223.1  275.9 340.0
ol m/z 43.00 83.22%
m/z--> 50 100 150 200 250 300 350
Abundance #163016: 1-Tricosene
57.0
97.0
5000 LI BRI BN BRI L
mmmmmmmm
‘ m/z 83.00 75.71%
2
20 LIRS 1m0 200 s 20
m/z--> 50 150 200 250 300 350
Abundance
43.0
97.0 " 15.80 16.00 16.20 16.40
5000 m/z 97.05 70.52%
350.0
0 (39.0 181.0210.0 250.0 290.0
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #215904: Octacosanol B R R e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 69.46%
N wj\\wu\
tl l Lt
o242l Il ' 4 2810 22202510 29203220 36203920 S —
m/z--> 50 150 200 250 300 350 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF020518\
Data File : BF102766.D

Acq On : 6 Feb 2018 4:51

Operator : SJ/JU

Sample - J1454-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.19 10.7 ng 765823 1 6.88 1425820 20.0
2-Pentanone, 4-hy... 5.12 2.7 ng 194692 1 6.88 1425820 20.0
unknown6 .65 6.65 69.6 ng 4960360 1 6.88 1425820 20.0
Benzene, 1,2,3-tr... 6.70 3.0 ng 213413 1 6.88 1425820 20.0
Benzene, 1,2-diet... 7.20 2.2 ng 154084 1 6.88 1425820 20.0
Hexadecane 10.82 2.3 ng 186714 4 11.40 1624620 20.0
n-Hexadecanoic acid 11.93 7.3 ng 588673 4 11.40 1624620 20.0
Pentafluoropropio... 13.87 14.1 ng 852885 5 14.04 1209550 20.0
Nonadecyl pentafl... 14.51 2.4 ng 144380 5 14.04 1209550 20.0
Octadecanamide 14.80 3.2 ng 175458 6 15.52 1087360 20.0
1-Tricosene 16.04 3.7 ng 200126 6 15.52 1087360 20.0
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