LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099187.D

Aca On : 7 Oct 2017 11:53

Operator : SJ/JU

Sample = 15586-03

Misc :

ALS Vial : 4 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 2.163 7 13 18 rVB 157403 204244 5.46% 0.617%
2 5.098 508 512 525 rVB 471942 663455 17.72% 2.005%
3 5.493 574 579 583 rBVY 2920029 3246814 86.73% 9.814%
4 6.504 740 751 757 rBY 2853284 3425948 91.52% 10.356%
5 6.640 769 774 777 rBV 3392123 3327492 88.89% 10.058%
6 6.863 808 812 816 rBV 978933 756930 20.22% 2.288%
7 6.922 818 822 827 rBV 78156 68345 1.83% 0.207%
8 7.022 834 839 842 rBY 2965364 2677270 71.52% 8.093%
9 7.428 903 908 911 rBVY 1949390 2164229 57.81% 6.542%
10 7.510 917 922 928 rBV3 37937 48013 1.28% 0.145%

11 8.145 1026 1030 1033 rBV 1272569 1004439 26.83% 3.036%
12 9.222 1207 1213 1216 rBV 3938997 3743538 100.00% 11.316%
13 9.486 1254 1258 1261 rBV2 83384 66458 1.78% 0.201%
14 9.610 1276 1279 1282 rBV 627504 470213 12.56% 1.421%
15 9.898 1319 1328 1332 rBV2 1244835 1068941 28.55% 3.231%

16 10.322 1397 1400 1403 rVB 61531 52205 1.39% 0.158%
17 10.533 1430 1436 1439 rBV2 66334 72121 1.93% 0.218%
18 10.692 1458 1463 1466 rBV 1829276 1827743 48.82% 5.525%
19 10.792 1477 1480 1488 rVB2 93049 114330 3.05% 0.346%
20 11.039 1520 1522 1526 rVB2 34892 38766 1.04% 0.117%

21 11.239 1553 1556 1558 rBV 68787 52176 1.39% 0.158%
22 11.386 1577 1581 1583 rBV 1093309 938446 25.07% 2.837%
23 11.410 1583 1585 1588 rVvVv 179272 148696 3.97% 0.449%

24 11.457 1590 1593 1596 rVB 42984 50494 1.35% 0.153%
25 11.592 1613 1616 1619 rBV 82853 93359 2.49% 0.282%
26 11.663 1626 1628 1634 rVB2 37773 45074 1.20% 0.136%
27 11.869 1660 1663 1665 rBV 69192 71065 1.90% 0.215%
28 11.904 1666 1669 1676 rVB3 247267 266014 7.11% 0.804%
29 12.069 1695 1697 1700 rBV 39996 38293 1.02% 0.116%
30 12.122 1700 1706 1710 rVV3 32934 70743 1.89% 0.214%

31 12.598 1784 1787 1791 rBV 268738 238109 6.36% 0.720%
32 12.686 1800 1802 1805 rBV2 59155 56611 1.51% 0.171%
33 12.827 1823 1826 1828 rBV 241957 241125 6.44% 0.729%
34 12.851 1828 1830 1842 rVB 393642 435515 11.63% 1.316%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099187.D

Aca On : 7 Oct 2017 11:53

Operator : SJ/JU

Sample = 15586-03

Misc :

ALS Vial : 4 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-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.969 1846 1850 1854 rBV 2512653 2620423 70.00% 7.921%

36 13.069 1865 1867 1870 rVB2 77336 64979 1.74% 0.196%
37 13.445 1925 1931 1934 rBV 672324 673043 17.98% 2.034%
38 13.851 1997 2000 2005 rBV3 154553 163959 4_.38% 0.496%
39 14.021 2025 2029 2032 rBV2 673017 706643 18.88% 2.136%
40 14.051 2032 2034 2036 rVB 92197 70245 1.88% 0.212%

41 15.063 2203 2206 2210 rBVY 106095 162646 4._.34% 0.492%
42 15.368 2256 2258 2264 rVB 67465 84874 2.27% 0.257%

43 15.433 2266 2269 2275 rBVY 86833 112198 3.00% 0.339%
44 15.498 2276 2280 2285 rBVY 500885 636671 17.01% 1.924%

Sum of corrected areas: 33082895
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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\BF100717\

BF099187.D
7 Oct 2017 11:53
SJ/Ju
15586-03
4 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099187.D

6.64

5.49 6.50 7.02

7.43

5.10

0
Time-->

5.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099187.D

12.97

10.69

9.90 11.39

13.44

9.61

9.4

A

10.3210,53 0791104%3i

Or——
Time-->

A
T T T LI B

10.50 11.00

10.00

11.50 12.00 12.50 13.00

4 T
9.50 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF099187.D

14.02

15.50
13.85)1 o5 15.06 193

Time-->

14.00

17.00 17.50 18.00 18.50 19.00

14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099187.D

Aca On : 7 Oct 2017 11:53

Operator : SJ/JU

Sample - 15586-03

Misc :

ALS Vial : 4 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 6

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

2.16 5.40 ng 204244 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 12 (2.157 min): BF099187.D (-7) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.1 L
2.20 2.30 2.40 2.50 2.60
Ol bl e e || M/Z . 43.05  35.64Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 26.41%
29.0 ‘
0 NN L,
USRS IURLE UL UL UL UL UL S B B B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 HRAE U U IR VAN U
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 24 .20%
29.0
o 97.0 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- A B o
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.29%
5000
45.0
29.0
0..,....,....,....,.5.5:(?,....,....,....,...1.0,1.'9.. R R RERe
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BF100717\
Data File : BF099187.D

Aca On : 7 Oct 2017 11:53

Operator : SJ/JU

Sample - 15586-03

Misc :

ALS Vial : 4 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 4
R.T. EstConc Area Relative to ISTD R.T.

510 17.53ng 663455  1,4-Dichlorobenzene-da 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

000540-88-5 39
001116-98-9 23

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Guanidine 59 CH5N3 000113-00-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 512 (5.098 min): BF099187.D (-508) (-) m/z 43.00 100.00%

43.0
59.0
5000
1011 T T
| 83.0 480 5.00 5.20 5.40
OH.P”.P”q.“qh”q”!q””,””,nnp.up.upu.“”q.”q”.w m/z 59.00 60.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L LB L LB
59.0 4.80 500 5.20 5.40
m/z 101.10 21.74%
31.0 83.0 101.0
A S m NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R e IR e
480 5.00 5.20 5.40
57.0 0
5000 m/z 58.00 15.83%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester N B e AR
59.0 480 5.00 5.20 5.40
m/z 41.00 8.07%
5000 41.0
o Wl 730 1260 1450 Ao
T T e e e e e e L e ILLALE o B e o
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\BF100717\
Data File : BF099187.D

Aca On : 7 Oct 2017 11:53

Operator : SJ/JU

Sample - 15586-03

Misc :

ALS Vial : 4 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 unknown6.64 Concentration Rank 1

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

6.64 87.92 ng 3327490 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 774 (6.640 min): BF099187.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 URRBE LRSS S LR
40.0 54.0 J 6.40 6.60 6.80 7.00
0 ..:-.,:|-.|.'.8,1-.9..!,':.1.1“?-?..~.,....,....,.... m/z 68.10 36.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " MR TS
410 o . m/z 134.00 33.27%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
90 o "6k 6ko 650 700
5000 ' m/z 66.00 23.01%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R A EREEE L
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 14 _.30%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I AR RS e e
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099187.D

Aca On : 7 Oct 2017 11:53

Operator : SJ/JU

Sample - 15586-03

Misc :

ALS Vial : 4 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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.44 ng 114330 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 74
2 Tritetracontane 605 C43H88 007098-21-7 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Heneicosane 296 C21H44 000629-94-7 64
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 1480 (10.792 min): BF099187.D (-1477) (-) m/z 57.05 100.00%
57.0
5000
151.0 10,40 10,60 10.80 11.00 11.20
(o} m/z 43.05 68.52%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59880: Tetradecane
57.0
5000 AR DU B SO B

10.40 10.60 10.80 11.00 11.20
m/z 71.05 66.09%

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
L =
10.40 10.60 10.80 11.00 11.20
5000 m/z 85.05 48.68%
o 111.0 169.0 225.0 2810 337.0 393.0 463.0 519.0 575.0
L B e T i ot e N AR AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83023: Hexadecane A s e
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.05 27 .40%
5000

| /1130 169.0 226.0

M S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10 40 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099187.D

Aca On : 7 Oct 2017 11:53

Operator : SJ/JU

Sample - 15586-03

Misc :

ALS Vial : 4 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.90 5.67 ng 266014 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 1668 (11.898 min): BF099187.D (-1666) (-) m/z 43.10 100.00%

21 730
5000

1571 1851 2131 256.2 11.60 11.80 12.00 12.20

01 m/z 60.00 80.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 2560 TT LRI L I L B T
129.0 1160 11,80 12.00 12.20
97.0 , m/z 73.00 80.35%
157.0 185.0
ol bl b 2000 1 s |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.60 11.80 12.00 12.20
5000 m/z 57.05 71.29%
129.0 242.0
97.0 199.
0 152,0171.0 223.0
R B L A B s E AR RRRAEE RS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid B B
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.00 67 .54%
5000 129.0
171.0
% ) L
| ‘ ‘ | ‘ Il ‘ H“ | mm bl oyl ‘152 P ‘ ‘
0 LU, §NEOEYE S L L A MM M.
m/z--> 20 40 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:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099187.D

Aca On : 7 Oct 2017 11:53

Operator : SJ/JU

Sample - 15586-03

Misc :

ALS Vial : 4 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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.45 19.05 ng 673043 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 98
2 7-Nonenamide 155 C9H17NO 090949-53-4 78
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 59
4 Nonanamide 157 C9H19NO 001120-07-6 59
5 Octanamide 143 C8H17NO 000629-01-6 59
Abundance Scan 1932 (13.451 min): BF099187.D (-1925) (-) m/z 58.95 100.00%
59.0
5000 AA
e A
1ieaq 13.20 13.40 13.60 13.80
ol B 250 m/z 72.00 71.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
13.20 13.40 13.60 13.80
29.0 m/z 55.00 35.20%
' 83.0  126.0
Ot b 40, 18402100 2080 2810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
13120 13.40 1360 13.80
5000 m/z 41.00 25.00%
29.0 98.0 126.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #160272: Pentadecanamide, 15-bromo- B A Rmaa
59.0 13.20 13.40 13.60 13.80
m/z 43.10 19.72%
240.0
0 29.0 | ‘860 114014201700 2120 | 2180 321.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099187.D

Aca On : 7 Oct 2017 11:53

Operator : SJ/JU

Sample - 15586-03

Misc :

ALS Vial : 4 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 1-Heneicosyl formate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.85 4.64 ng 163959 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Octadecanol 270 C18H380 000112-92-5 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2000 (13.851 min): BF099187.D (-1997) (-) m/z 57.10 100.00%
57.1
5000 JMMN«
39.1 234.1 13.60 13.80 14.00 14.20
182.2 :
— ait m/z 83.05 84.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57.0
97.0
5000 LR SR SIS SUBURA U
13.60 13.80 14.00 14.20
m/z 43.10 81.07%
L I \‘ | | 109 1820 2200 240 3499
m/z--> 50 100 15 200 250 300 350 400
Abundance
57.0
970 560 180 14000 1420
5000 m/z 55.10 73 .38%
169.0
o 137.0 224.0  269.0 420.0 LL\’___,
m/z--> 50 100 15 200 250 300 350 400
Abundance #166292: Behenic alcohol I a  BREEEEES B
83.0 13.60 13.80 14.00 14.20
m/z 97.10 67.71%
5000
25.0
0 ) J‘ , 167.0 210.0 280.0
m/z--> ' 100 1&'30 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099187.D

Aca On : 7 Oct 2017 11:53

Operator : SJ/JU

Sample - 15586-03

Misc :

ALS Vial : 4 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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.37 2.67 ng 84874 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 95
2 Benzolklfluoranthene 252 C20H12 000207-08-9 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Benzolalpvrene 252 C20H12 000050-32-8 93
5 Perylene 252 C20H12 000198-55-0 91
Abundance Scan 2258 (15.368 min): BF099187.D (-2256) (-) m/z 252.10 100.00%
25p.1
5000
570 8201030 1 1511 1880 224.1 286.1 15.00 15.20 15.40 15.60
< : : : ; : m/z 250.10 27 .57%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 18.54%
0 mo7u)%oMM1%01mommﬂM0 M
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252.0
126.0 L UV UL B SO
15.00 15.20 15.40 15.60
5000 m/z 125.10 13.25%
JL4L0 630 990 150.0 174.0 198.0 224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104229: Benz[e]acephenanthrylene L BT o e
252.0 15.00 15.20 15.40 15.60
m/z 126.00 12.76%
5000
126.0
ol 510 74.0 100.0, ‘H 150.0 174.0 200 0 224 0 MH
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100717\
Data File : BF099187.D

Acq On : 7 Oct 2017 11:53

Operator : SJ/JU

Sample - 15586-03

Misc :

ALS Vial : 4 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... 2.16 5.4 ng 204244 1 6.86 756930 20.0
2-Pentanone, 4-hy... 5.10 17.5 ng 663455 1 6.86 756930 20.0
unknown6 .64 6.64 87.9 ng 3327490 1 6.86 756930 20.0
Tetradecane 10.79 2.4 ng 114330 4 11.39 938446 20.0
n-Hexadecanoic acid 11.90 5.7 ng 266014 4 11.39 938446 20.0
9-Octadecenamide, ... 13.45 19.1 ng 673043 5 14.03 706643 20.0
1-Heneicosyl formate 13.85 4.6 ng 163959 5 14.03 706643 20.0
Benzo[e]pyrene 15.37 2.7 ng 84874 6 15.50 636671 20.0
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