LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 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-BF092317.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.034 498 501 517 rvB 223547 319409 14.38% 1.584%
2 5.440 566 570 583 rBY 1845454 1842748 82.94% 9.137%
3 6.457 739 743 757 rBY 1760819 1910158 85.97% 9.471%
4 6.587 761 765 768 rBVY 2139367 1928107 86.78% 9.560%
5 6.810 800 803 809 rBV 605882 509754 22.94% 2.528%
6 6.969 826 830 833 rBY 1780516 1530729 68.89% 7 .590%
7 7.381 896 900 903 rBV 1254747 1173886 52.83% 5.821%
8 8.092 1018 1021 1027 rVB 848547 705507 31.75% 3.498%
9 8.651 1112 1116 1118 rBV 157415 123207 5.55% 0.611%
10 9.169 1198 1204 1207 rBvV 2530828 2221917 100.00% 11.017%
11 9.563 1264 1271 1277 rBV 141404 138837 6.25% 0.688%
12 9.639 1277 1284 1293 rVB3 44315 83529 3.76% 0.414%
13 9.845 1315 1319 1323 rBv2 853478 764406 34.40% 3.790%
14 10.045 1350 1353 1358 rVvB5 31378 44106 1.99% 0.219%
15 10.245 1382 1387 1389 rBv2 27635 50502 2.27% 0.250%

16 10.563 1437 1441 1444 rVB 703087 596126 26.83% 2.956%
17 10.639 1450 1454 1458 rBV 1214185 1163454 52.36% 5.769%

18 10.739 1468 1471 1476 rBvV4 25661 40087 1.80% 0.199%
19 11.333 1569 1572 1575 rBV 776525 710084 31.96% 3.521%
20 11.357 1575 1576 1580 rVB 44738 37596 1.69% 0.186%
21 11.786 1645 1649 1652 rBV5 19988 33367 1.50% 0.165%
22 11.851 1656 1660 1668 rVB3 196518 252424 11.36% 1.252%
23 12.016 1686 1688 1691 rBV 39896 36140 1.63% 0.179%
24 12.504 1769 1771 1774 rVB3 29393 25926 1.17% 0.129%

25 12.551 1776 1779 1784 rBV 112002 120386 5.42% 0.597%

26 12.639 1790 1794 1799 rBV2 126412 150832 6.79% 0.748%
27 12.780 1815 1818 1824 rVB2 129571 143238 6.45% 0.710%
28 12.916 1837 1841 1845 rVB 1668638 1577919 71.02% 7.824%
29 13.133 1875 1878 1880 rVB2 53385 45671 2.06% 0.226%
30 13.474 1933 1936 1939 rVB2 60699 59259 2.67% 0.294%

31 13.798 1988 1991 1995 rBV 151668 151581 6.82% 0.752%
32 13.980 2018 2022 2025 rBV 536077 510123 22.96% 2.529%
33 14.116 2043 2045 2048 rVB 70900 56566 2.55% 0.280%
34 14.421 2095 2097 2101 rBV 95318 83157 3.74% 0.412%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.721 2146 2148 2151 rVB 84177 78915 3.55% 0.391%

36 15.051 2201 2204 2207 rVB2 120876 113604 5.11% 0.563%
37 15.445 2264 2271 2275 rBV2 365308 561154 25.26% 2.782%
38 15.845 2336 2339 2343 rVB 97417 118213 5.32% 0.586%
39 16.333 2419 2422 2428 rVB 95515 155131 6.98% 0.769%

Sum of corrected areas: 20167755
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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: BF099724.D
2500000
6.59

2000000
5.44 6.46 6.97

1500000
7.38

1000000

6.81
500000
5.03

e L L .

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF099724.D
2500000 917

2000000
12.92

1500000
10.64

1000000 985

8.09 11.33

10.56

500000

13.13 13.47

h0.74

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: BF099724.D
2500000

2000000

1500000

1000000
13.98 15.44

15.05

500000

14.42 14.72 15.84 16.33

13.80 |114.12

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 : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.03 12.53 ng 319409 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 500 (5.028 min): BF099724.D (-498) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRR SR R
| 83.0 4.60 4.80 5.00 5.20 5.40
ARSI ¥ NSRS 1) PEERSRERS oL M m/z 59.00 58.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R R UL
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.00 20.81%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 540
5000 m/z 58.00 16.80%
20.0 101.0
150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone T REaan
43.0 460 4.80 5.00 5.20 5.40
m/z 41.00 9.02%
5000 1010
28.0 59.0
70.0 84.0
...,.1?10.,..H.‘,....q‘.:..,.:l:‘i....l.‘...,.‘...,....,;...,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.59 Concentration Rank 1

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

6.59 75.65 ng 1928110 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 766 (6.593 min): BF099724.D (-761) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 510 || ss0 5 mmso S0 ok 6o k0 700
et e 820 L 180 L Tm/z 134.00  33.27%
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 SRS L RN R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 68.10 29.77%
| P H | \‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 18.16%
41.0 97.0
53.0
79.0 117.0
wwmw@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R e AR
132.0 6.20 6.40 6.60 6.80 7.00

m/z 96.00 12.82%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Ethanol, 1-methoxy-, benzoate Concentration Rank 10

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

8.65 3.49 ng 123207 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. l-methoxv-. benzoate 180 C10H1203 051835-44-0 50
2 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 50
3 Propionic acid. 2-isopropoxv-. m... 146 C7H1403 1000151-15-1 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 7

Abundance Scan 1116 (8.651 min): BF099724.D (-1112) (-) m/z 58.95 100.00%
54.0
5000
770 105.0
%0 | "ok 0 8h0 500
SN N O . Ao m/z 105.00 30.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45156: Ethanol, 1-methoxy-, benzoate
59.0
5000 IR AR RSN RN
750 105.0 8.40 8.60 8.80 9.00
50 m/z 77.00 26.23%
4\] | ‘ 121.0 149.0 165.0 180.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
59.0
" 840 860 8.80 9.00
5000 m/z 106.00 18.47%
43.0 77.0 105.0
29.0 91.0 121.0 149.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #21992: Propionic acid, 2-isopropoxy-, methyl ester e N mmaay e
54.0 8.40 8.60 8.80 9.00
m/z 51.00 14.16%
5000
29.0 43.0
ol | 740 87.0 103.0116.0
m/z--> 20 40 60 80 100 120 140 160 180 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 n-Tridecan-1-ol Concentration Rank 15

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

9.64 2.19 ng 83529 Acenaphthene-d10 9.85

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tridecan-1-ol 200 C13H280 000112-70-9 80
2 2-Decanol. trifluoroacetate 254 C12H21F302 1000352-32-8 80
3 1-Decene 140 C10H20 000872-05-9 72
4 Cvclooctane. 1.2-dimethvl- 140 C10H20 013151-94-5 72

5 1R,2c,3t,4t-Tetramethyl-cyclohexane 140 C10H20 1000144-07-3 53
Abundance Scan 1284 (9.639 min): BF099724.D (-1277) (-) m/z 55.00 100.00%
54.0
83.0
41lo
5000 970
14091560 T T T T[T T T T [T T T T[T T T T [ TTT
|| 11p.0 | 9.40 9.60 9.80 10.00
SN - At H m/z 69.00 76.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61342: n-Tridecan-1-ol
43.0 69.0
83.0
5000 970 LA L L L L L LB
29.0 9.40 9.60 9.80 10.00
H 112.0 m/z 43.10 75.72%
Y126.0 154.0
S B O P TY
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0 69.0
e
9.40 9.60 9.80 10.00
5000 97.0 m/z 56.05 72.92%
29.0 83.0
112.0 141.0
15.0 126.0 167.0 185.0
T e e e L N BE e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17936: 1-Decene
41.0 58.0 9.40 9.60 9.80 10.00
70.0 m/z 83.00 70.62%
5000 97.0
112.0 140.0
— ...,... ,.‘M. N D [ Lt — e
m/z--> 60 80 100 120 140 160 180 9.40 9.60 9.80 10 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.56 15.60 ng 596126 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzopinacol 366 C26H2202 000464-72-2 50
3 Benzoic acid. pentafluorophenvl ... 288 C13H5F502 1000360-67-9 47
4 Methvl benzilate 242 C15H1403 000076-89-1 47
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BrO 002114-00-3 43
Abundance Scan 1441 (10.563 min): BF099724.D (-1437) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0 NSRS SR
1521 10.20 10.40 10.60 10.80
Ot e e e m/z 77.00 56.39%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 UARARUARAR SRR RN
10,20 10.40 10.60 10.80
51.0 m/z 182.05 52 _.56%
1 15\2 0 I
miz-> 20 4 65 80 100 130 140 160 180 200 230 240 260 280 300 330 340 |
Abundance
105.0 183.0
77.0 10.20 1040 10,60 10.80
5000 m/z 51.00 18.77%
51.0
152.0 243.0271.0 349.0
UG AR KRR RS LA RARAN LA LA LA AL LARAN RARAN LA RS LA LA AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #134112: Benzoic acid, pentafluorophenyl ester R e .
105.0 10.20 10.40 10.60 10.80
m/z 181.10 8.39%
5000 .o
51.0
155 0 183 0
miz-> 20 4 b 80 100 130 140 160 180 200 230 240 260 250 300 330 340 || | 10.20 10140 10560 1080
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.85 7.11 ng 252424 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecane 198 C14H30 000629-59-4 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 1660 (11.851 min): BF099724.D (-1656) (-) m/z 73.00 100.00%
a0 90
5000 1291
97.1 213.2 s e L e S AR
I U“ 61 Ll as 256.2 1160 1180 12.00 12.20
WLl ' m/z 43.05 79.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

SN
ay
o
%

5000 129.0 B e
11.60 11.80 12.00 12.20

83.0 256.0 m/z 59.95 77.28%
il

157.0 1g50 213.0

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

%

Abundance
430 130
11.60 11.80 12.00 12.20
5000 m/z 57.10 66.69%
o0 129.0 1710 214.0
) 152.0 195.0
A B o B e B A R REEES B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59882: Tetradecane L e o
57.0 11.60 11.80 12.00 12.20
m/z 55.00 54 _.96%
5000 85.0
29.0
113.0 198.0
m/z--> 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.64 4.25 ng 150832 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 90
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1794 (12.639 min): BF099724.D (-1790) (-) m/z 73.00 100.00%

431 73.0
5000 129.1

12.40 12.60 12.80 13.00
m/z 43.10 88.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0

5000 129.0 R L B
M' 12.40 12.60 12. 80 1300
it

m/z 60.00 81.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

241.0 284.0

207.0

43.0 73.0

12.40 12.60 12.80 13.00
5000 129.0 m/z 57.10 79.21%

970 1990 2420
157.0

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

Abundance #39474: n-Decanoic acid b RRREE EEE A

73.0 12.40 12.60 12.80 13.00
m/z 55.00 66.17%

129.0
5000
43.0
1 et 1720
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.32 ng 59259 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 5-Ethvl-5-methvlnonadecane 310 C22H46 1000360-42-7 80
5 Tetracontane 563 C40H82 004181-95-7 78
Abundance Scan 1935 (13.469 min): BF099724.D (-1933) (-) m/z 57.05 100.00%
57.0
5000
9 e o
| l | | 156.1 198.0 240.0 2832 13.20 13.40 13.60 13.80
g | I‘lllluul.llnl |'|'| IIIII bt |!||InII I R m/z 71_10 66_61%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 USRS SUNIA BN B
13.20 13.40 13.60 13.80
99.0 m/z 43.10 55.95%
27\‘.0‘\ ‘\ “\ I \\‘. il }4;()\ ;830 24\00
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57.0
| 13.20 13.40 13.60 13.80
5000 m/z 85.05 40.47%
99.0
27.0 141.0 183.0 2250 267.0 309.0  365.0
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #83023: Hexadecane R e R
57.0 13.20 13.40 13.60 13.80
m/z 55.00 26 .50%
5000
27\‘0‘ | | \QQJ.O\ 414710 183'0 226'0

| T T T T T
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
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 10 Hexacosyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.80 5.94 ng 151581 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 91
2 Triacontvl heptafluorobutvrate 634 C34H61F702 1000351-83-2 91
3 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
4 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
Abundance Scan 1991 (13.798 min): BF099724.D (-1988) (-) m/z 57.10 100.00%
57.1
5000
11.1 R
230.1 13.40 13.60 13.80 14.00 14.20
A e | M/Z 43.10  69.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232315: Hexacosy! trifluoroacetate
57.0
5000 AR DA SRR ISR B
11.0 13140 13.60 13.80 14.00 14.20
m/z 71.10 61.00%
L ‘ ‘ “ | ‘ “1670 2220 2780 336.0 40904600

m/z--> 50 lOO 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R B A ma
13.40 13.60 13.80 14.00 14.20
0
5000 110 m/z 55.05 52.52%
169()2220 2780 334.0 42004660 616.0 Vnﬂpﬁuvwnﬁmﬂﬂ\/”“”““AMWMﬁ
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #238675: Heptacosy| pentafluoropropionate T
57.0 13. 40 13 60 13. 80 14. 00 14 20

m/z 83.10 52 .05%

- | NMLW
524.0

l 1167.0 2220 278.0 378.0424.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13. 40 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.12 2.22 ng 56566 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Eilcosane 282 C20H42 000112-95-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 83
Abundance Scan 2046 (14.121 min): BF099724.D (-2043) (-) m/z 57.10 100.00%
57.1
5000
99.1 R SN SR U B
" || 1200 16|1-1 970 24?'1 903.2 13.80 14.00 14.20 14.40
i e B e S L e m/z 71.10 73.41%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 R B BULLILN BN B
Bmmmmmmm
9.0 m/z 85.10 53.58%
27\}0‘\ H b J , 141 0 183 O 226.0
m/z--> 55 100 1éo 200 250 300 3éo '
Abundance
57.0
13.80 14.00 14.20 14.40
5000 m/z 43.10 52.67%
99.0 282.0
27,0 141.0 1830 2250
m/z--> - "55' B 166 - 156 B éoo"' ésd B 500"' ééo"' B
Abundance #209566: Octacosane e AREEEEEaSEE
57.0 13.80 14.00 14.20 14.40
m/z 55.00 22 .65%
5000
99.0
27,0 h I | ” , 1410 183 0 225.0 281.0 337.0 394.0
m/z--> 55 100 1éo 200 250 360 350 ' 1380 1400 1420 1J40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Nonadecane Concentration Rank 11

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

14 .42 3.26 ng 83157 Chrysene-di12 13.98

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2097 (14.421 min): BF099724.D (-2095) (-) m/z 57.10 100.00%
57.1
5000
J 141.1,5, 4 203.1 262.1595 5324.2 14.20 14.40 14.60 14.80 '
il m/z 71.10 77.05%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 LA L L L L L LB
14.20 14. 40 14. 60 14. 80
m/z 85.10 54 .18%
27‘ ‘\ H\ Il u‘. il 141 0 183 0 225.0 268 0
i et T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
T EREE e
14.20 14.40 14.60 14.80
5000 m/z 43.10 53.96%
99.0
27.0 141.0 1830 2250 267.0 300.0 365.0
—— e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane o S e o U SNCM
57.0 14.20 14.40 14.60 14.80
m/z 55.00 23.84%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960
— A T EREE e
m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14. 60 14. 80

8270-BF092317.M Mon Oct 23 17:02:16 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.81 ng 78915 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 87
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 86
4 Octacosane 394 C28H58 000630-02-4 80
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 72
Abundance Scan 2148 (14.721 min): BF099724.D (-2146) (-) m/z 57.10 100.00%
57.1
5000 851
14.40 14.60 14.80 15.00

113.1
141.1 182.0211.0 2531 322.1 356.2
—~ .l, AL AL 28202110 BT 204032213562 00 76, 70%

|
m/z--> 50 100 150 200 250 300 350

Abundance #175557: Tetracosane
57.0
5000 LA L L L L L B LB L |
85.0 14.40 14.60 14.80 15.00
29.0 m/z 85.10 51.58%
|| 1139141.0160.0167.0225 0253 0261030903380
et 7
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
s AEREERREEEE
14.40 14.60 14.80 15.00
5000 85.0 m/z 43.10 51.02%
28.0
113.0 155.0183'0 310.0
— Tt
m/z--> 50 100 150 200 250 300 350
Abundance #141429: Eicosane, 2-methyl- e AREEEEEaSEE
57.0 14.40 14.60 14.80 15.00
m/z 99.10 22 .85%
5000
85.0
29.0
113.0
u‘ . | I i ‘ \14'}'0169'0197-0 25?'0281-0

T T I I T
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Eicosane, 7-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.84 4.21 ng 118213 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
2 Octadecane 254 C18H38 000593-45-3 80
3 Octadecane. 1-i1odo- 380 C18H371 000629-93-6 80
4 1-lodoundecane 282 C11H231 004282-44-4 72
5 Hexacosane 366 C26H54 000630-01-3 68
Abundance Scan 2338 (15.839 min): BF099724.D (-2336) (-) m/z 57.05 100.00%
57.0
5000
. 1560 15.80 16.00 16.20
41.1 225.1256.1 318.1 - - - :
A '| LAAEied | 22512%6.1287.43180 8781 0 “hzz 71.10  71.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl-
57.0
5000 LR B SURBUL IR IR
15.60 15.80 16.00 16.20
000 m/z 85.10 51.80%
| ‘\ Il | 1410 820 2250 2810 3290
m/z--> 5 100 150 200 250 300 350 400
Abundance
57.0
' 15.60 15.80 16.00 16.20
5000 m/z 43.10 44 _10%
99.0
26.0 141. 0 183.0 221. 0254 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #202264: Octadecane, 1-iodo- b RRREE EE s
57.0 15.60 15.80 16.00 16.20
m/z 99.10 18.71%
5000
99.0
150 | J )|, 1550 1970 2530
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102117\
Data File : BF099724.D

Aca On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample : 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Eicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
'16.33 5.53ng 155131 perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gicosane 282 C20H42 000112-95-8 93

2 Hentriacontane 437 C31H64 000630-04-6 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Docosane 310 C22H46 000629-97-0 87
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 86
Abundance Scan 2421 (16.327 min): BF099724.D (-2419) (-) m/z 57.10 100.00%
57.1
5000 /\/Wv/\’/\\m\
99.1 e
141 1 16.00 16.20 16.40 16.60
183.1 226.3 313.2 376.2
....,.J..‘.” L s ) T m/z 71.10 67.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 AR AR AR ARRE!
16,00 16.20 16.40 16.60
m/z 85.10 56.72%
) ‘ It “9“-0‘ ;419 183.0 225.0 282.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57.0
16.00 16.20 16.40 16.60
5000 m/z 43.10 43.81%
99.0
141.0 183.0 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #83023: Hexadecane L B o
57.0 16.00 16.20 16.40 16.60
m/z 55.10 27 .78%
5000
99.0
18.0 |, 1410 183.0 226.0
m/z--> 50 100 150 200 250 300 350 400 ! 16.00 16.20 16,40 16.60

8270-BF092317.M Mon Oct 23 17:02:19 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102117\
Data File : BF099724.D

Acq On : 21 Oct 2017 13:36

Operator : SJ/JU

Sample - 16018-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.03 12.5 ng 319409 1 6.81 509754 20.0
unknown6 .59 6.59 75.7 ng 1928110 1 6.81 509754 20.0
Ethanol, 1-methox... 8.65 3.5 ng 123207 2 8.09 705507 20.0
n-Tridecan-1-ol 9.64 2.2 ng 83529 3 9.85 764406 20.0
Benzophenone 10.56 15.6 ng 596126 3 9.85 764406 20.0
n-Hexadecanoic acid 11.85 7.1 ng 252424 4 11.33 710084 20.0
Octadecanoic acid 12.64 4.3 ng 150832 4 11.33 710084 20.0
Heptadecane 13.47 2.3 ng 59259 5 13.98 510123 20.0
Hexacosyl trifluo... 13.80 5.9 ng 151581 5 13.98 510123 20.0
Hexadecane 14.12 2.2 ng 56566 5 13.98 510123 20.0
Nonadecane 14.42 3.3 ng 83157 5 13.98 510123 20.0
Tetracosane 14.72 2.8 ng 78915 6 15.44 561154 20.0
Eicosane, 7-hexyl- 15.84 4.2 ng 118213 6 15.44 561154 20.0
Eicosane 16.33 5.5 ng 155131 6 15.44 561154 20.0
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