LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i 15298-06 0&w1rgoﬂ:us
ALS Vial : 32 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 2.240 21 26 32 rvB 277991 352624 12.14% 1.591%
2 5.146 517 520 527 rVB 197066 194842 6.71% 0.879%
3 5.534 582 586 590 rBY 1200557 1100607 37.90% 4.966%
4 6.534 752 756 759 rBV 836197 654276 22.53% 2.952%
5 6.563 759 761 768 rVB 44689 38204 1.32% 0.172%
6 6.687 778 782 785 rBVY 2165619 1867875 64.32% 8.428%
7 6.922 818 822 825 rBVY 1076023 834506 28.74% 3.766%
8 7.081 844 849 852 rBVY 2820976 2494698 85.91% 11.257%
9 7.481 912 917 920 rBVY 1881593 1860448 64.07% 8.395%
10 8.204 1036 1040 1043 rBY 1208364 949342 32.69% 4.284%

11 9.275 1217 1222 1226 rBV 3011835 2903940 100.00% 13.103%
12 9.957 1334 1338 1342 rVB 951513 815450 28.08% 3.680%
13 10.745 1468 1472 1475 rBV 1110144 922975 31.78% 4.165%
14 11.445 1587 1591 1594 rBV 1011254 782382 26.94% 3.530%
15 12.145 1706 1710 1716 rVB2 40174 44408 1.53% 0.200%

16 12.839 1825 1828 1832 rBV 554464 454484 15.65% 2.051%
17 12.916 1839 1841 1845 rVB 83807 68105 2.35% 0.307%
18 13.027 1856 1860 1864 rBV 2680518 2617885 90.15% 11.813%
19 13.545 1945 1948 1952 rBV 450300 374474 12.90% 1.690%

20 13.592 1952 1956 1958 rVvVv 76027 77516 2.67% 0.350%
21 13.616 1958 1960 1963 rVB 40770 32038 1.10% 0.145%
22 13.816 1989 1994 2000 rBVZ2 24530 36245 1.25% 0.164%
23 13.921 2007 2012 2015 rBV 97612 90521 3.12% 0.408%
24 14.086 2036 2040 2043 rBV 899181 860760 29.64% 3.884%
25 14.233 2062 2065 2069 rBV 103191 97044 3.34% 0.438%
26 14.539 2114 2117 2121 rBV 107708 96654 3.33% 0.436%

27 14.857 2167 2171 2177 rBV 104538 107456 3.70% 0.485%
28 15.204 2226 2230 2236 rVB 92251 108779 3.75% 0.491%
29 15.574 2288 2293 2304 rBV 534442 785283 27 .04% 3.543%
30 16.045 2368 2373 2377 rBV 79109 112833 3.89% 0.509%

31 16.562 2456 2461 2468 rVB2 79952 144751 4.98% 0.653%
32 17.180 2561 2566 2573 rBV2 52551 101609 3.50% 0.458%
33 17.686 2647 2652 2662 rVB9 40667 87123 3.00% 0.393%
34 17.904 2685 2689 2700 rVB2 38747 91657 3.16% 0.414%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 22161794
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092317\

BF098770.D

24 Sep 2017 6:55

SJ/Ju

15298-06

32 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

091817-SIDI-F-U-S

AOSB65556,
2500000
2000000
1500000

1000000

500000

TIC: BF098770.D

5.53

2.24

5.15

6.69

6.53

c

7.08

7.48

6.92

Q===
Time-->

4.50

5.00

5.50

6.00

6.50

T
7.00

AOSB65556,
2500000
2000000
1500000

1000000

500000

TIC: BF098770.D

8.20 10.75

9.96 11.45

12.15

13.03

12.84 13.55

2.9%2

Or——
Time-->

10.00 10.50 11.00

9.50 11.50

12.00

12.50

13.00 13.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

13.

TIC: BF098770.D

14.09

15.57

15.20 16.04 16.56
A A A

02| 14.23 14.54 14.86 17.18
A A A

17.6917.90

Time-->

o=
14.00

16.50 17.00

14.50 15.00 15.50 16.00

17.50

18.00

18.50

19.00

8270-BF092317.

M Mon Sep 25 16:42:55 2017

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.24 8.45 ng 352624 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
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 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 26 (2.240 min): BF098770.D (-21) (-) m/z 73.10 100.00%
73.1
5000 431
55.0 87.1 J&
2.20 2.30 2.40 2.50 2.60
Ol e i et e | M/ 43.10  37.74%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
2000 430 950 2.20 2.30 2.40 2.50 2.60
970 87.0 m/z 55.00 27 .14%
0 Ll IR 64.0 || 101.0
'“|'“'|“"w"w"“l'“'|“"w"w"“|'“'|“"w"w
m/z--> 0 10 50 60 70 80 90 100
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 24 .73%
43.0
ol 20 150 290 53.0 64.0 88.0
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.52%
5000 43.0
58.0
29.0 8.0
0"W"”I'”'I””““'”I'“'I”"P"W"”I'”'I”"P"W
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.15 4_.67 ng 194842 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 521 (5.151 min): BF098770.D (-517) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0
| 83.0 480 5.00 5.20 5.40
SN 1 IS | MNSMfLc MR NS m/z 59.00 57.39%
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 L L LS UL IR B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 21.49%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.10 16.75%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime B B R
43.0 480 5.00 5.20 5.40
m/z 41.00 8.56%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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 3 unknown6.69 Concentration Rank 2

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

6.69 44_.77 ng 1867880 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 783 (6.693 min): BF098770.D (-778) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 R U L R
40.0 540 6.40 6.60 6.80 7.00
Obrrrrrrrprrrr i b e 850 L2070l Tm/z 68.00  34.06%
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 R U L R
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.87%
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
640 660 6.80 7.00
5000 67.0 m/z 66.00 21.74%
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 maa B L L
132.0 6.40 6.60 6.80 7.00

m/z 96.00 12.91%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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 5 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.84 10.56 ng 454484 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 95
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 74
4 Cvclohexanol. 4-amino-. trans- 115 C6H13NO 027489-62-9 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38

Abundance Scan 1828 (12.839 min): BF098770.D (-1825) (-) m/z 56.00 100.00%
56.0
5000
129.1 257.3 A A I A R
83.1 : .
157.1 185.1 213.1 12.60 12.80 13.00 13.20
Y SN | 31231 "m/z 57.05 56.23%
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 ""l""l'MNL'l""TﬁT'
12.60 12.80 13.00 13.20
29.0 m/z 43.05 42 .88%
83 0 129.0 257.0
0 [l h H \M Wl ‘ 157. O 1850 2130 ‘ \‘ 2830 312 0
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56.0
" 12:60 12.80 13.00 13.20
5000 m/z 41.00 40.40%
29.0
0 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
R R R A R A R KR LA AR LR LA RAAAN LA EARRN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57.0 12.60 12.80 13.00 13.20
m/z 55.00 30.89%
5000
239.0
29.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 T 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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 Octadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.55 8.70 ng 374474 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 93
2 Butvl mvristate 284 C18H3602 000110-36-1 64
3 3-Undecene. 4-methvl- 168 C12H24 074630-68-5 32
4 Cvclohexane. (1.1-dimethvlethvl)- 140 C10H20 003178-22-1 27
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 1949 (13.551 min): BF098770.D (-1945) (-) m/z 56.10 100.00%
56.1
5000
L T & T e T
Obrrreflrs ,|.-: 100, 1 2sL 303 "m/z 57.05 60.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177148: Octadecanoic acid, butyl ester
56.0
5000
285.0 340.0 13.20 13.40 13.60 13.80
1 185.0 m/z 43.05 42 .78%
oo N | a0 010200 | | o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
13.20 13.40 13.60 13.80
0
5000 20,0 m/z 41.00 37.94Y%
129.0
185.0 284.0
0 83.0 157.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 ) \
Abundance #36784: 3-Undecene, 4-methyl- =y
56.0 13.20 13.40 13.60 13.80
m/z 55.00 32.86%
5000 84.0
%0 | Lm0 I
0 AHLJ‘J”¢HMHHPHWHH.L.””.”.””.”.””.”.””.”q”
m/z--> mmeommmmmmmmmnmmmwmmmmo 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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 2-methyloctacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.92 2.10 ng 90521 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2012 (13.921 min): BF098770.D (-2007) (-) m/z 57.05 100.00%
57.0
5000
131 100 13.60 13.80 14.00 14.20
0 : m/z 71.05 68.56%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
5000

13.60 13.80 14.00 14.20
m/z 43.00 61.56%

]ﬂld | 169.0 2250 281.0  365.0

1\“

0..” ....”.“u” R e  EAE R R E s nn s E s Ry
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
13.60 13.80 14.00 14.20
5000 m/z 85.10 46.93%
113.0 159 o
Ol A T 2000 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0 13.60 13.80 14.00 14.20
m/z 41.00 26.00%
5000
o ] J]ﬁmle% 225.0 281.0 337.0 394.0 J}\A | \
T T T e e T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.23 2.25 ng 97044 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
Abundance Scan 2064 (14.227 min): BF098770.D (-2062) (-) m/z 57.00 100.00%
5%.0
5000
99.0 o iAo aaan A en
152.0 14.00 14.20 14.40 14.60
o al Lp U7 2000 2810 Tm/z 71.00  70.43%
miz--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 R B SO B B
14.00 14.20 14.40 14.60
99.0 m/z 43.00 62.87%
o 27,0| ‘ | |, 1410 1830 2250 281.0 337.0 394.0
miz--> 0 éo 160 1éo 260 250 360 350 '
Abundance
57.0
"' 14:00 1420 14.40 14.60
5000 m/z 85.10 44 .01%
99.0
0 27.0 141.0 183.0 225.0 267.0 338.0
miz--> 0 éo 160 1éo 260 250 360 3%0 '
Abundance #141425: Heneicosane
57.0 14.00 14.20 14.40 14.60
m/z 55.05 26.65%
5000
99.0
0 2710 ‘ | | |, 1410 1830 2250 266.0296.0
miz--> 0 éo 160 1éo 260 250 360 3éo ' 14bo 1450 1£4o 1!60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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 Tricosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .54 2.25 ng 96654 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 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 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2117 (14.539 min): BF098770.D (-2114) (-) m/z 57.00 100.00%
57.0
5000
j sad 14:20 14.40 14.60 14.80
141.1 215.0 324.1 . . .
ol b by 1L ass12150  amg L e e T8
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 LN DA B SUN
14.20 14.40 14.60 14.80
99.0 3240 m/z 43.05 60.19%
ol | 140 10 2250 20 TTT
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14:20 14.40 14.60 14.80
5000 m/z 85.05 48.61%
99.0
oL 27.0 1410 183.0 2250 267.0 309.0  365.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #141426: Heneicosane
57.0 14.20 14.40 14.60 14.80
m/z 41.00 23.17%
5000
99.0 MWVJ
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1&1,0 200 250 3(')0 3&1;0 ' 14'20 14. 40 14 60 14|80

8270-BF092317.M Mon Sep 25 16:43:00 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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 10 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.86 2.74 ng 107456 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2172 (14.863 min): BF098770.D (-2167) (-) m/z 57.00 100.00%
57.0
85.1
5000
Ml01002 g0 oo "I4'60 1480 15,00 1530
ok M e e m/z 71.05 78.11%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L IR B SUMRL U
14.60 14.80 15.00 15.20
m/z 43.05 65.81%
290‘ 1130141
0 \‘ | h H\ I h‘ u‘ \‘14?‘ \1690197022502530 296.0
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance
57.0
850 | 14.60 14.80 15.00 15.20
5000 m/z 85.10 56.43%
225.0
113.0
o 29.0 141.0169.0196. 0 352.0
m/z--> 55 160 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- T e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 24 .51%
5000 85.0
0 ‘ } I L\llf'ojlfl-o‘ 182.0211.0 252.0281.0308.0337.0
m/z--> 55 160 1éo 200 2éo 300 350 14%0 1480 1500 1550

8270-BF092317.M Mon Sep 25 16:43:01 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

Sample : 15298-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

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

Quant Method :
Quant Title :
TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
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 Pentacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.20 2.77 ng 108779 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2229 (15.198 min): BF098770.D (-2226) (-) m/z 57.05 100.00%
57.0
5000 85.0
a1 2169 12110 14.80 15.00 15.20 15.40 15.60
o...l,-. 1]1“1 i | | m/z  71.05  73.88%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0 AR DR BB ISR
14.80 15.00 15.20 15.40 15.60
120 m/z 43.00 63.47%
o 29 | M‘m‘hﬂ‘\‘ﬂ4}°}690 211.0239.0267.0295.0323.0352.0
m/z--> 50 100 150 260 250 300 350
Abundance
57.0
14.80 15.00 15.20 15.40 15.60
5000 85.0 m/z 85.05 49.84%
0 113.0141.0160.0097.0 239036702060 3520
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T T T T T
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.00 23.72%
5000
85.0
0 290{ | | f13-0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40 15.60

8270-BF092317.M Mon Sep 25 16:43:02 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.56 3.69 ng 144751 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2461 (16.562 min): BF098770.D (-2456) (-) m/z 57.00 100.00%
57.0
e 1603 1640 1660 1680
141.1 183.1 : . : .
| ...l|'|...,. A e m/z 71.10 69.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 B B R
mmmmmmmm
99.0 m/z 43.00 55.73%
m/z--> §o 100 1éo 260 2%0 360 3%0 460 !
Abundance
57.0
16,20 16.40 16.60 16.80
5000 m/z 85.10 49 _70%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> §o 160 1éo 200 250 360 3%0 460 !
Abundance #219831: Triacontane B e ma EEEME S o
57.0 16.20 16.40 16.60 16.80
m/z 55.00 25.49Y%
- m\MWN¢JMN”Ww/\wm¢WUwaw“v4w
99.0
ol d i | | 1410 1830 2250 267.0 309.0 351.0  422.0
m/z--> % 1& ﬁo @ 250 %o ﬁ 4& ! mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\

Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

ﬁ?ggle i 15298-06 091817-SIDI-F-U-S
ALS Vial : 32 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 unknownl7.69 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.69 2.22 ng 87123 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrazole. 5-I2-(1-perhvdroazepi... 283 C16H21N5 299461-62-4 11
2 Aluminum. dichloro(2.4-pentanedi... 196 C5H7AICI202 015488-12-7 10
3 1H-Indole-2.3-dione. 7-methvl- 161 C9H7NO2 001127-59-9 10
4 1H-Cyclopropalalnaphthalene. la.... 204 C15H24 017334-55-3 10
5 4,5-di-epi-aristolochene 204 C15H24 1000374-17-1 9
Abundance Scan 2653 (17.692 min): BF098770.D (-2647) (-) m/z 43.00 100.00%
43.0
105.0 161.1
670 133.0
5000 213.1 ]
187.0 255.1 303.3
2841 R AR B SURIURN B

17.40 17.60 17.80 18.00

0 m/z 161.10 80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #130058: Tetrazole, 5-[2-(1-perhydroazepinyl)ethenyl]-1-(4...
41.0 82.0
212.0
5000 283.0
255.0 17.40 17.60 17.80 18.00
m/z 105.00 71.42%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
N B N A
161.0 17.40 17.60 17.80 18.00
5000 m/z 41.00 70.57%
97.0 196.0
o 69.0 119.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31879: 1H-Indole-2,3-dione, 7-methyl- AR EEREE L
105.0 17.40 17.60 17.80 18.00
161.0 m/z 133.00 64 .44%
5000 133.0
51.0 780
0! e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098770.D

Aca On : 24 Sep 2017 6:55

Operator : SJ/JU

Sample : 15298-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hentriacontane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.00 2.33ng 01657  Perylene-di2 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hentriacontane 437 C31H64 000630-04-6 87

2 Octacosane 394 C28H58 000630-02-4 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 Hexacosane 366 C26H54 000630-01-3 74
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 2688 (17.898 min): BF098770.D (-2685) (-) m/z 57.00 100.00%
57.0
5000 \/\/\/\—‘/\\IWN
17.60 17.80 18.00 18.20
o m/z 71.05 70.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 TT TTTT LR B TT T T
17. 60 17. 80 18 00 18. 20
99.0 m/z 85.10 57.31%
m/z--> 5|0 I 15|O 2(I)O 25|O 3CI)O 35|O 4CI)O !
Abundance
57.0
17.60 17.80 18.00 18.20
5000 m/z 43.05 54 _.72%
99.0
o 141.0 183.0 2250 281.0 3870 3840
m/z--> 5|0 lCI)O 15|O 2CI)O 250 300 350 4CI)O !
Abundance #202661: Heptacosane T
57.0 17. 60 17. 80 18 00 18. 20
m/z 55.00 22.66%
5000
9.0
0259 | ||, 1410 183.0 2250 267.0 309.0 380.0
m/z--> 5|0 lCI)O 15|O 2(I)O 250 3CI)O 35|O 4CI)O ! 17. 60 17. 80 18 00 18. 20

8270-BF092317.M Mon Sep 25 16:43:04 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\

Data File : BF098770.D

Acq On : 24 Sep 2017 6:55

Operator : SJ/JU

3?22'6 i 15298-06 091817-SIDI-E-U-S
ALS Vial : 32 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]
Butane, 2-methoxy... 2.24 8.4 ng 352624 1 6.92 834506 20.0
2-Pentanone, 4-hy... 5.15 4.7 ng 194842 1 6.92 834506 20.0
unknown6 .69 6.69 44 .8 ng 1867880 1 6.92 834506 20.0
Hexadecanoic acid... 12.84 10.6 ng 454484 5 14.09 860760 20.0
Octadecanoic acid... 13.55 8.7 ng 374474 5 14.09 860760 20.0
2-methyloctacosane 13.92 2.1 ng 90521 5 14.09 860760 20.0
Octacosane 14.23 2.3 ng 97044 5 14.09 860760 20.0
Tricosane 14 .54 2.3 ng 96654 5 14.09 860760 20.0
Heneicosane 14 .86 2.7 ng 107456 6 15.57 785283 20.0
Pentacosane 15.20 2.8 ng 108779 6 15.57 785283 20.0
Hexacosane 16.56 3.7 ng 144751 6 15.57 785283 20.0
unknownl17 .69 17.69 2.2 ng 87123 6 15.57 785283 20.0
Hentriacontane 17.90 2.3 ng 91657 6 15.57 785283 20.0
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