LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099945.D

Aca On - 29 Oct 2017 6:04 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
a?ggle i 16059-04 1am1rﬂog$4ys
ALS Vial : 35 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-BF102317.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 4.998 493 495 508 rBV 110216 159965 5.58% 0.870%
2 5.410 562 565 587 rBV 731059 893304 31.14% 4 .860%
3 6.428 735 738 753 rBV 632181 762265 26.58% 4.147%
4 6.557 757 760 767 rVB 1675326 1517820 52.92% 8.258%
5 6.787 795 799 808 rBV 681342 614833 21.44% 3.345%
6 6.939 821 825 842 rBVY 2105775 2045029 71.30% 11.126%
7 7.357 892 896 916 rBVY 1469085 1536951 53.59% 8.362%
8 8.069 1013 1017 1028 rBV 963131 822784 28.69% 4_477%
9 8.628 1109 1112 1124 rBV 135616 119678 4.17% 0.651%
10 9.145 1195 1200 1203 rBvV 2973705 2868225 100.00% 15.605%

11 9.539 1264 1267 1274 rBV 244366 202912 7.07% 1.104%
12 9.822 1311 1315 1325 rVB 985604 822477 28.68% 4_475%
13 10.492 1425 1429 1433 rBV 50759 39054 1.36% 0.212%
14 10.533 1433 1436 1441 rBV 494590 402041 14.02% 2.187%
15 10.616 1447 1450 1465 rBV 848760 773405 26.96% 4._.208%

16 11.316 1565 1569 1576 rVB 673805 642726 22.41% 3.497%
17 12.698 1801 1804 1808 rVB 146348 127862 4._.46% 0.696%
18 12.898 1833 1838 1841 rBV 2008116 1871846 65.26% 10.184%
19 13.404 1921 1924 1927 rBV2 106770 85042 2.96% 0.463%
20 13.774 1983 1987 1998 rVB 71931 77627 2.71% 0.422%

21 13.963 2015 2019 2027 rVB 592008 524032 18.27% 2.851%
22 15.021 2195 2199 2203 rBV 47930 50328 1.75% 0.274%
23 15.386 2255 2261 2264 rBV 86404 104695 3.65% 0.570%
24 15.421 2264 2267 2276 rVB 407751 510150 17.79% 2.776%
25 15.804 2327 2332 2337 rVB 97138 131746 4_.59% 0.717%

26 16.286 2408 2414 2422 rBV 107595 181918 6.34% 0.990%
27 16.851 2504 2510 2522 rVB 77982 152708 5.32% 0.831%
28 17.521 2614 2624 2632 rBV2 65389 156038 5.44% 0.849%
29 18.321 2752 2760 2773 rVB2 36144 105496 3.68% 0.574%
30 19.262 2911 2920 2929 rBV3 23604 77091 2.69% 0.419%

Sum of corrected areas: 18380048
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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: BF099945.D

2500000

6.94
2000000
6.56

1500000 7.36

1000000

5.41 6.43 6.79

500000

5.00 L

N L L 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: BF099945.D

2500000

2000000 12.90

1500000

8.07 9.82
1000000 10.62

11.32

500000 mﬂf

8.63 9,54 12.70 13.40
| 10, | \

oA A A - N A

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: BF099945.D

2500000

2000000

1500000

1000000

13.96

500000 15.42
13.77 15.02 15A-P{9 15.80 16.29 16.85 17.52 18.32 19.26
o e A A

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:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 7

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

5.00 5.20 ng 159965 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.998 min): BF099945.D (-493) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.0 | 4.60 4.80 500 5.20 5.40
o}t | v m/z 59.10 60.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR L N L I
59.0 460 480 500 520 5.40
0
150 4, 1010 m/z 101.00 22 .85%
0'”IJ”P'“ﬂ'”ﬂ“'P”W'”W”'EiQI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 410 m/z 58.00 17.14%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R
59.0 4.60 4.80 500 5.20 5.40
31.0 m/z 41.10 9.87%
5000
3.0 73.0
0 15\'0 A‘ | ‘ , ‘ 87.0 102.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 460 4.80 500 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 2

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

6.56 49_.37 ng 1517820 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10

Abundance Scan 760 (6.557 min): BF099945.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
960 """"""""""
401 540 6.20 6.40 6.60 6.80
0 ..,....,....,....,....,.:..,..I.|,..'..,f.‘?.9,..!.,ﬂ1.°.7.,1....,...., b m/z 68.10  34.82%
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 SRR U SN
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.52%
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
620 640 6.60 6.80
5000 67.0 m/z 66.00 21.22%
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
Abundance #14491: 5-Aminoindole R L i
132.0 6.20 6.40 6.60 6.80

m/z 96.00 13.68%

5000

104.0
66.0
140 27.0 390 510 70 890 || 1150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 14

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

8.63 2.91 ng 119678 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 86
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 50
3 .alpha.-(Methvlthio)acetamide 105 C3H7NOS 022551-24-2 7
4 Formamide. N-methvl- 59 C2H5NO 000123-39-7 7
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 1112 (8.628 min): BF099945.D (-1109) (-) m/z 59.10 100.00%
59.1
5000
770 105.0
43.0 0 el aRn akn 0nn
8.20 8.40 8.60 8.80 9.00
| I '|....;....,.9.1;0.,.|~..1.2,1'.°...,....,....,.. m/z 105.00 31.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 R A AR R A
8.20 8.40 8.60 8.80 9.00
430 77.0 105.0 m/z 77.00 27 .25%
oL 290 ‘\ ‘ 91.0 ‘\ 121.0 149.0
m/z--> 20 40 éo 80 100 120 140 160 180
Abundance
59.0
A |
820 840 8.60 8.80 9.00
5000 m/z 106.00 18.62%
75.0 105.0
43.0
0 121.0 149.0 165.0 180.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #4914: .alpha.-(Methylthio)acetamide e s mma ey B
59.0 8.20 8.40 8.60 8.80 9.00
m/z 43.00 13.56%
5000 105.0
44,
27.0
o bl Mroso |
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00

8270-BF102317.M Mon Oct 30 13:33:51 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.53 9.78 ng 402041 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 Benzovl bromide 184 C7H5BroO 000618-32-6 47
4 Vinvl benzoate 148 C9H802 000769-78-8 47
5 S-Benzoyl (thiohydroxylamine) 153 C7H7NOS 025740-80-1 47
Abundance Scan 1435 (10.527 min): BF099945.D (-1433) (-) m/z 105.00 100.00%
105.0
77.0
5000 1821
i 10120 1040 1050 1080 "
152.1 : : : :
Ob e el e 1280 m/z 77.00 60.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 UV AR AR SRR RS
510 10,20 10.40 10.60 10.80
' m/z 182.10 37.72%
o200 \ A 1260 1520 i
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
10.20 10.40 10.60 10.80
5000 7.0 m/z 51.00 21.31%
51.0
o 27.0 91.0 120.0 154.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #49085: Benzoy!| bromide e A
105.0 10.20 10.40 10.60 10.80
m/z 106.00 8.18%
77.0
5000
51.0
0 37 O ‘ Ll ‘ A
m/z--> 20 Jo 60 80 100 120 140 160 180 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hexadecanoic acid, butyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.70 4.88 ng 127862 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 30

Abundance Scan 1804 (12.698 min): BF099945.D (-1801) (-) m/z 56.10 100.00%
56.1
5000
851 29.1 257.3 et ﬁ,.A.., T
|| l| 1711 213.2 12.40 12.60 12.80 13.00
Obrrrprrrriei m/z 57.05 53.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000 AR AL A A
12.40 12.60 12.80 13.00
29.0 m/z 43.10 38.36%
‘ 83 0 129 0 257.0
0 [l h H \M 1l \ il 157. O 185 0 213 0 ‘ \\ 283 0 312 0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 280 360 '
Abundance
56.0
12.40 12,60 12.80 13.00
5000 m/z 41.05 36.59%
29.0
83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12841: Nipecotic acid

12.40 12.60 12.80 13.00
m/z 73.00 32.36%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Butyl myristate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.40 3.25 ng 85042 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 59
2 Nipecotic acid 129 C6H11NO2 000498-95-3 50
3 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 30
4 Cvclohexanol. 4-amino-. trans- 115 C6H13NO 027489-62-9 27
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 27

Abundance Scan 1923 (13.398 min): BF099945.D (-1921) (-) m/z 56.10 100.00%

56.1
5000

l

N
LI B e L

13.00 13.20 13.40 13.60 13.80

o] m/z 57.10 59.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56.0
5000
229.0 13.00 13.20 13.40 13.60 13.80
m/z 43.10 47 .25%
Oh et d0ZQ | 1570 [ L | 2550 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.00 38.18%
30.0 84.0 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6715: 1-Hexene, 2,5-dimethyl-
56.0 13.00 13.20 13.40 13.60 13.80
m/z 73.00 33.42%
5000
290 112.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Nonadecyl pentafluoropropio... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.77 2.96 ng 77627 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nonadecvl pentafluoropropionate
2 Tricosvl heptafluorobutvrate

3 Tricosvl trifluoroacetate

4 Octacosyl trifluoroacetate

5 Heneicosyl heptafluorobutyrate

430 C22H39F502
536 C27H47F702
436 C25H47F302
506 C30H57F302
508 C25H43F702

1000351-88-8 91
1000351-83-4 91
1000351-75-1 91
1000351-74-9 91
1000351-83-8 90

unadance can 1 13.768 min): BF 45.D (-1 - m/7z - - 0
Abund S 986 (13.768 mi 0999 983 / 57.10 100.00%
St1 b7
5000
207.0 13.40 13.60 13.80 14.00
O - A e e e e m/z 83.10 97.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #222139: Nonadecy! pentafluoropropionate
51.0 970
5000
13.40 13.60 13.80 14.00
m/z 54.95 89.60%
39.0
oLl il \“ g \ﬂn ., 182.0229.0 266.0 311.0 412.0
I i o R B B S e B I R i e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
B i R A e
97.0 13.40 13.60 13.80 14.00
5000 m/z 43.05 82.78%
0 1390 181.0292.0 265.0 3220 367.0 518.0
L e e o o e e e o e e o e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #223732: Tricosyl trifluoroacetate
57.0 13.40 13.60 13.80 14.00
m/z 97.10 81.56%
97.0
5000
ol L, H3?'?1_81-0222.0264.0 322.0 367.0 418.0
o B T T T o o e e B o o I
m/z--> 50 100 150 200 250 300 350 400 450 500 13.40 13.60 13.80 14.00

8270-BF102317.M Mon Oct 30 13:33:57 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.80 5.16 ng 131746 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 90
5 2-methyltetracosane 352 C25H52 1000376-72-6 90
Abundance Scan 2331 (15.798 min): BF099945.D (-2327) (-) m/z 57.05 100.00%
57.0
5000
gg.]_ S rrrprrrrprrror oo
I] | 1411 1970 15.40 15.60 15.80 16.00 16.20
Ol b Ly e m/z 71.05 75.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000
15.40 15.60 15.80 16.00 16.20
99.0 m/z 85.05 55.36%
0 2540“‘ ‘ “\ \h\ h‘ H‘ %47’\[.0\ ;83'0 225'0 296'0
m/z--> §o 160 150 260 250 360 3%0 460
Abundance
57.0
15.40 15.60 15.80 16.00 16.20
5000 m/z 43.05 53.39%
99.0
o 141.0 1830 2250 267.0 309.0 351.0 422.0
m/z--> §o 160 1éo 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane P T T T T T T
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.00 20.08%
5000
99.0
ot ‘, | | | 1410 1830 2250 267.0 309.0 365.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3%0 4(')0 15.'40 15.|60 15.I80 16.|00 16.|20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.85 5.99 ng 152708 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 87
Abundance Scan 2510 (16.851 min): BF099945.D (-2504) (-) m/z 57.05 100.00%
57.0
5000
99.1 U P SR B
] ] I| I 1141'2 1831 16.60 16.80 17.00 17.20
Ol e e ey m/z 71.10 76.93%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
16.60 16.80 17.00 17.20
99.0 m/z 85.10 62.68%
oL 0l J | 1410 1830 2250 267.0 3090  367.0
m/z--> 55 160 1éo 260 250 300 3%0 '
Abundance
57.0
16.60 16.80 17.00 17.20
5000 m/z 43.05 55.50%
99.0
27.0 141.0 183.0 225.0 266.0296.0
m/z--> 55 160 1éo 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane RS Rt
57.0 16.60 16.80 17.00 17.20
m/z 55.00 22.33%
5000
99.0
oL 270 ] | | | 1410 1830 2250 267.0 309.0 365.0
m/z--> 55 160 1éo 260 250 300 3%0 ' 16%0 1&80 1150 1%20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.52 6.12 ng 156038 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2624 (17.521 min): BF099945.D (-2614) (-) m/z 57.05 100.00%
57.0
5000
T o 30 a0 Va0 g0
183.1 : : : :
ol .1”1 s m/z 71.05  82.80%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000
17.20 17.40 17.60 17.80
m/z 85.10 60.89%
Lo Ll M | 1410 1830 2250 267.0 300.0 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
17.20 17.40 17.60 17.80
5000 m/z 43.05 49_.71%
99.0
oL 27.0 141.0 1830 2250 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #185533: Pentacosane i L L B
57.0 17.20 17.40 17.60 17.80
m/z 99.10 22 .92%
5000
.0
o no‘lddlﬂomm2%0%m3mowm
m/z--> 50 100 150 200 250 300 350 ' 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.32 4.14 ng 105496 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2760 (18.321 min): BF099945.D (-2752) (-) m/z 57.05 100.00%
57.0
5000
31 a0 e 15100 18,20 1640 1860
Ol ”.wh”.ﬁ..w.”.“.”,”.w..”,”.w.”.“.”,”.. m/z 71.05 72.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000
18.00 18.20 18.40 18.60
m/z 85.10 54 .08%
0 “\ \ \ \ \‘ \1\6\9 0\2\250 309 O 3650 437 0
m/z--> 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57.0
18.00 18.20 18.40 18.60
5000 m/z 43.00 43.84%
113.0
0 169.0 225 0 281. o 337. o 394 0
m/z--> 55 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #241526: Tetratetracontane e A RERREEEEE L
57.0 18.00 18.20 18.40 18.60
m/z 99.10 21.99%
5000
3.0
o ,169.0 2530 309.0 3790 _ 477.0 5330 _ 6180
m/z--> 5'0 1c')o 150 200 250 300 350 400 4&'30 5(')0 5&'30 6(|)O 18 00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099945.D

Aca On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.26 3.02 ng 77091 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2920 (19.262 min): BF099945.D (-2911) (-) m/z 57.10 100.00%
57.1
2000 MA\
Jﬁlo 2°|7-° 1900 1920 19.40
O b .| m/z. 71.05  76.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
5000 il e W W VY
19. oo 19. 20 19. 40
m/z 85.05 62 .34%
ol ‘ | 11130 169.0 2250 281.0 337.0 394.0
m/z--> §0 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance
57.0
19.00 19.20 19.40
5000 m/z 43.05 43.07%
113.0
o 169.0 2530 3090 3790 477.0 533.0  618.0 WMMW/\MW
m/z--> §0 160 1éo 200 250 300 350 400 4%0 500 séo 660
Abundance #185533: Pentacosane T
57.0 19.00 19.20 19.40
m/z 99.00 23.52%
5000
13.0
ol LLi ] 1690 2250 2810 3520
m/z--> §0 160 150 200 250 300 350 400 4%0 560 séo 660 19. oo 19. 20 19. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
Data File : BF099945.D

Acq On : 29 Oct 2017 6:04

Operator : SJ/JU

Sample : 16059-04

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 5.00 5.2 ng 159965 1 6.79 614833 20.0
unknown6 .56 6.56 49.4 ng 1517820 1 6.79 614833 20.0
2-Hydroxy-iso-but. .. 8.63 2.9 ng 119678 2 8.07 822784 20.0
Benzophenone 10.53 9.8 ng 402041 3 9.82 822477 20.0
Hexadecanoic acid... 12.70 4.9 ng 127862 5 13.96 524032 20.0
Butyl myristate 13.40 3.3 ng 85042 5 13.96 524032 20.0
Nonadecyl pentafl... 13.77 3.0 ng 77627 5 13.96 524032 20.0
Heneicosane 15.80 5.2 ng 131746 6 15.42 510150 20.0
Hexacosane 16.85 6.0 ng 152708 6 15.42 510150 20.0
Heptacosane 17.52 6.1 ng 156038 6 15.42 510150 20.0
Hentriacontane 18.32 4.1 ng 105496 6 15.42 510150 20.0
Octacosane 19.26 3.0 ng 77091 6 15.42 510150 20.0
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