Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\HPCHEM1I\BNA F\DATA\BF042718\

BF104893.D

27 Apr 2018 20:39
JuUssJ

J2161-09

15 Sample Multiplier: 1
Parameters: rteint.p
RTE

ON

1

0.2

0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr.
# min scan scan scan TY heiaht area % max.
1 5.004 492 496 504 rBV 52512 71137 3.72%
2 5.422 563 567 580 rBY 1621164 1728309 90.29%
3 6.445 737 741 759 rBVY 1614371 1736585 90.73%
4 6.575 759 763 766 rBY 2015960 1777637 92.87%
5 6.798 797 801 805 rBV 699671 557409 29.12%
6 6.951 824 827 831 rBV 1479133 1376259 71.90%
7 7.363 893 897 908 rBVY 1102331 1057224 55.23%
8 8.080 1016 1019 1032 rBV 736794 727944 38.03%
9 9.157 1198 1202 1212 rBVY 2253894 1914100 100.00%
10 9.551 1265 1269 1277 rVB 111601 113255 5.92%
11 9.763 1299 1305 1309 rBV 54633 51994 2.72%
12 9.839 1314 1318 1327 rVB 858080 749313 39.15%
13 10.257 1382 1389 1392 rBvV2 90757 110564 5.78%
14 10.480 1420 1427 1429 rBvV2 25900 35551 1.86%
15 10.633 1449 1453 1463 rBV 1120915 1041021 54.39%
16 10.733 1468 1470 1477 rVB 71469 85208 4 _.45%
17 11.180 1544 1546 1549 rBvV 47455 42332 2.21%
18 11.210 1549 1551 1554 rvv 37557 28238 1.48%
19 11.333 1568 1572 1575 rBvV 663587 658258 34.39%
20 11.610 1617 1619 1623 rVB 46419 32852 1.72%
21 11.851 1656 1660 1667 rBv2 185809 203264 10.62%
22 12.016 1686 1688 1692 rBV 45318 46126 2.41%
23 12.168 1711 1714 1721 rVBS8 15817 27041 1.41%
24 12.257 1727 1729 1734 rVB3 26601 31424 1.64%
25 12.310 1734 1738 1740 rBv4 21875 29855 1.56%
26 12.410 1752 1755 1759 rVB 53784 51962 2.71%
27 12.504 1769 1771 1776 rVB3 20677 23001 1.20%
28 12.545 1776 1778 1782 rBV 50200 64080 3.35%
29 12.639 1791 1794 1798 rBV4 41958 51818 2.71%
30 12.780 1815 1818 1824 rVB2 92365 90522 4.73%
31 12.915 1837 1841 1845 rBVY 1556253 1389214 72.58%
32 13.139 1876 1879 1883 rBV2 54547 46686 2.44%
33 13.480 1935 1937 1940 rBV 71452 57805 3.02%
34 13.804 1989 1992 1995 rBV 182929 198049 10.35%
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9.831%
10.063%
3.155%

7.791%
5.985%
4.121%
10.835%
0.641%

0.294%
4.242%
0.626%
0.201%
5.893%

0.482%
0.240%
0.160%
3.726%
0.186%

1.151%
0.261%
0.153%
0.178%
0.169%

0.294%
0.130%
0.363%
0.293%
0.512%

7.864%
0.264%
0.327%
1.121%
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:
Smoothing
Sampling
Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\HPCHEM1I\BNA F\DATA\BF042718\

BF104893.D

27 Apr 2018 20:39

JuUssJ

J2161-09

15 Sample Multiplier: 1
Parameters: rteint.p

RTE

ON

1

0.2

Peak separation: 5

Method
Title

35

36
37
38
39
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13.839

13.980
14 .127
14.439
15.451

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
BNA STANDARDS FOR 5 POINT CALIBRATION

ASP

1996

2018
2045
2097
2268

1998

2022
2047
2100
2272

2004

2025
2050
2102
2278

Sum

rvB 106983

rBv 630958
rBv 95590
rBv 97829
rvB2 456662

of corrected

118838

583534
90013
93396

573319

areas:

6.21%

30.49%
4._.70%
4._.88%

29.95%

17665137

0.673%

3.303%
0.510%
0.529%
3.245%
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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\BF042718\

BF104893.D

27 Apr 2018 20:39

JussJ

J2161-09

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF104893.D
6.57

5.42 6.45

6.95

7.36

6.80

5.00

0
Time-->
Abundance

2000000

1500000

1000000

500000

8.08

5.00
TIC: BF104893.D

5.50

12.92

10.63

9.84

11.33

Ot
Time-->
Abundance

2000000

1500000

1000000

500000 B8

12.00 12.50

13.00

10.50 11.00
TIC: BF104893.D

I
10.00 11.50

Time-->

8270-BF040618.

14.00

19.00

18.50

17.50 18.00

17.00

16.00 16.50

15.50

15.00

14.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104893.D

Aca On : 27 Apr 2018 20:39

Operator : JU/SJ

Sample : J2161-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 11

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

5.00 2.55 ng 71137 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 38
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 35
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
5 3-Pentanol 88 C5H120 000584-02-1 25

Abundance Scan 495 (4.998 min): BF104893.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101 SRR SRR R
| 83 4.60 4.80 500 5.20 5.40
oY UMY | DS ST M m/z 59.00 64.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
5000 59 SRR S AR
4.60 4.80 500 5.20 5.40
m/z 101.00 21.72%
15 31 101
Oy "|'?§' |"??|" "|??" U "|??"|' T
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520 5.40
5000 m/z 58.00 17.54%
43 101
o 15 35 53 65 71 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone T e
59 4.60 4.80 500 5.20 5.40
m/z 41.00 9.36%
5000 43
31
15 ‘ [ ! 69 87 |
e S S UL SULIULS SURIIL IS IULILS SULILS LI I R R L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 500 5.20 5.40

8270-BF040618 .M Mon Apr 30 17:59:38 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104893.D

Aca On : 27 Apr 2018 20:39

Operator : JU/SJ

Sample : J2161-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 unknown6.57 Concentration Rank 1

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

6.57 63.78 ng 1777640 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF104893.D (-759) (-) m/z 132.00 100.00%
32
5000 68
6 R
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,....,".'..7.,::..‘??...'....,..*?.7,....,.':..,.1.1.5.,....,'...,.. m/z 68.10 40.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
5000 67 T
a1 o7 620 6.40 6.60 6.80 7.00
53 - 117 m/z 134.00 31.39%
0 34 60 89 105 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 25.15%

15 28 39 52 8 77 00 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /L
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R LR

132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.88%

5000 104

39 52 g5 78
W \‘ ‘M‘ “ 92 ‘ 117 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o

8270-BF040618 .M Mon Apr 30 17:59:39 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104893.D

Aca On : 27 Apr 2018 20:39

Operator : JU/SJ

Sample : J2161-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.59 ng 85208 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1469 (10.727 min): BF104893.D (-1468) (-) m/z 57.05 100.00%
7
5000 85
13 167 1040 10.60 10.80 11.00
ob-2 .lJ.%.'mﬁ?ﬁ.h'..,.... N — m/z 71.10 71.60%
m/z--> 50 100 150 200 250 300 350
Abundance
57
5000 85 AR DUNLAR UL BULLLE RN

1O.I4O 1O.I60 10!80 11.IOO
m/z 43.05 70.07%

29
. 113 141 169 197 205 253 295 323 367
1 | A AR S b A SN Sl S -
m/z--> 50 100 150 200 250 300 350
Abundance
57
Saiu it i
a5 10.40 10.60 10.80 11.00
5000 m/z 85.05 46.01%
29
o 113 141 169 197 268
A A
m/z--> 50 100 150 200 250 300 350 )
Abundance #209565: Octacosane L ER e
57 10.40 10.60 10.80 11.00
m/z 41.05 33.21%
5000 85
29 113 J
oLl ‘ | )] ML 169 197 225 253 281 309 337 365 304
S | [ i A i S i R S sl L L e S
mz--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00

8270-BF040618 .M Mon Apr 30 17:59:39 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104893.D

Aca On : 27 Apr 2018 20:39

Operator : JU/SJ

Sample : J2161-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.85 6.18 ng 203264 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 81
Abundance Scan 1660 (11.851 min): BF104893.D (-1656) (-) m/z 73.00 100.00%
43 60
5000 129
7 213
01115 143157171185199 o7 256 11.60 11.80 12.00 12.20
o} m/z 60.00 79.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6078
5000 129
11.60 11.80 12.00 12.20
97 m/z 43.10 77.60%
115 157 213 256
. 1434185 1697 00yt
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 " 1160 11.80 12.00 12.20
5000 m/z 57.05 66.04%
129
29 87 115 171185 214
ol 15 101 152 198
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 210 2é0
Abundance #95855: Pentadecanoic acid B BREms Ba
43 60 7B 11.60 11.80 12.00 12.20
m/z 55.00 61.53%
129
5000 29
o} S R o o ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12 20

8270-BF040618 .M Mon Apr 30 17:59:40 2018 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104893.D

Aca On : 27 Apr 2018 20:39

Operator : JU/SJ

Sample : J2161-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.78 3.10 ng 90522 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Fluoranthene 202 C16H10 000206-44-0 38
3 1-Methvl-7.11-dithiaspirol5.51 u... 202 C10H18S2 107678-22-8 38
4 7H-Furol3.2-allllbenzopvran-7-on... 202 C11H604 002009-24-7 38
5 2-Naphthoic acid, 6-methoxy- 202 C12H1003 002471-70-7 30
Abundance Scan 1818 (12.780 min): BF104893.D (-1815) (-) m/z 202.05 100.00%
202
5000
101
113127 223 240 12.40 12.60 12.80 13.00
o 12062175 28 m/z 57.05  75.54%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
71
5000 85 RN LN UL UL R
12140 12,60 12.80 13.00
29 m/z 71.05 51.86%
9
0 113127141155169182196210 240
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
202
12.40 12,60 12.80 13.00
5000 m/z 43.10 39.53%
101
oL 38506275 88 122134 150162174187
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #62326: 1-Methyl-7,11- d|th|asp|ro[5 5] undecane A B o
9 202 12.40 12.60 12.80 13.00
° m/z 85.05 38.09%
5000 46 67 128
159
113 ‘
o W R
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12/40 12.60 12.80 13.00

8270-BF040618 .M Mon Apr 30 17:59:40 2018 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104893.D

Aca On : 27 Apr 2018 20:39

Operator : JU/SJ

Sample : J2161-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 6.79 ng 198049 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 97
2 1-Octadecene 252 C18H36 000112-88-9 95
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
4 3-Octadecene. (E)- 252 C18H36 007206-19-1 86
5 5-Fluoro-3-trifluoromethylbenzoi... 474 C27H42F402 1000338-91-1 81
Abundance Scan 1991 (13.798 min): BF104893.D (-1989) (-) m/z 83.10 100.00%

5000 4

%

230
252 280300 328 13.40 13.60 13.80 14.00 14.20

0! m/z 57.10 81.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
83
5000 | NI LI L L L LB LB L
13.40 13.60 13.80 14.00 14.20
29 11 m/z 97.10 78.42%
ol 139 168 195 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
4 88 R —
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.05 70.84%

111

139 168 196 224 252

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #109268: Ethanol, 2-(tetradecyloxy)- e o
57 13.40 13.60 13.80 14.00 14.20

m/z 43.10 69.61%

83

5000 4

;

168 196 oo7

127 159 258
L
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20

8270-BF040618.M Mon Apr 30 17:59:41 2018 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104893.D

Aca On : 27 Apr 2018 20:39

Operator : JU/SJ

Sample : J2161-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2,2°-(Ethane-1,2-diylbis(ox... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 4.07 ng 118838 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 78
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 59
3 Benzoic acid. 2-(2-chlorophenoxy... 276 C15H13CIO3 1000368-25-9 59
4 2-(2-CarboxvvinvDpvridine. trans 149 C8H7NO2 007340-22-9 50
5 2,3-Dimethyl-4a,8a-diphenyl-hexa... 326 C20H2204 1000297-07-0 38
Abundance Scan 1998 (13.839 min): BF104893.D (-1996) (-) m/z 105.00 100.00%
105
149
5000 77
HREURA UL SR BRI SR
51 231 13.60 13.80 14.00 14.20
Olrerrrrrrrdrep by e e t2 e k205 184 208 17247264 285 811 "m/z 149.10  77.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
105
149
5000 L B B I B
77 nmnmmmmw
m/z 77.00 38.56%
oL 28 o1 131 179 209 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
149
105 HRIRA UL SR BRI SR
13.60 13.80 14.00 14.20
5000 m/z 51.00 9.09%
77
45
o 29 61 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124187: Benzoic acid, 2-(2-chlorophenoxy)ethy! ester
149 13.60 13.80 14.00 14.20
m/z 150.05 7.70%
105
5000
77
O 5\1 \ | | 128 ‘ 276
m/z--> ﬁo 45 eb éo 160 150 140 160 1§0 260 220 240 260 280 360 ' 13 60 13.80 14.00 14.20

8270-BF040618 .M Mon Apr 30 17:59:42 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104893.D

Aca On : 27 Apr 2018 20:39

Operator : JU/SJ

Sample : J2161-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 8
R.T. EstConc Area Relative to ISTD R.T.
14.13 3.09 ng 90013 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Hexacosane 366 C26H54 000630-01-3 74
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 2047 (14.127 min): BF104893.D (-2045) (-) m/z 57.10 100.00%
57
85
5000
113 141 162 211 an 249 334 13.80 14.00 14.20 14.40
o311 | | g 185, 272300, 7, 28 3. 3N Tw/z 71.10  72.25%
m/z--> 50 100 150 200 250 300
Abundance
57
85
5000 L U SR B AR
nmmmmmmm
m/z 85.10 62.01%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 '
Abundance
57
g5 13.80 14.00 14.20 14.40
5000 m/z 43.05 59.92%
29
. 13 141 169 197 240
m/z--> o '55' ' "160" "150" "200" "2éo" "360" !
Abundance #129492: Eicosane R AEmEEEE L
57 13.80 14.00 14.20 14.40
m/z 55.00 27 .48%
5000
85
29
ol w‘ | ) M8 141 160 197 225 253 282
m/z--> 55 160 150 200 250 300 1380 1400 1420 1420 '

8270-BF040618 .M Mon Apr 30 17:59:42 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042718\
Data File : BF104893.D

Aca On : 27 Apr 2018 20:39

Operator : JU/SJ

Sample : J2161-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.44 3.20 ng 93396 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 87
4 Hexacosane 366 C26H54 000630-01-3 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 2100 (14.439 min): BF104893.D (-2097) (-) m/z 57.10 100.00%
57
5000
262 1420 14.40 14.60 14.80
141 231 397
N 163 193 298 336357 77 7110 78 80%
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
5000 85 LR B IR UL I
14.20 14.40 14.60 14.80
13 m/z 43.10 64 .63%
0 29 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 1420 14.40 14,60 14.80
5000 m/z 85.10 57.29%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- b RREmE EE e
57 14.20 14.40 14.60 14.80
m/z 41.10 25.42%
5000 85
113 141
oL_3 \ \ H | 141169 197 205 253 295 337 364 303 420
m/z--> 5'0 100 150 200 250 3(|)O 3&'30 400 14:20 14.40 14.60 14.80

8270-BF040618 .M Mon Apr 30 17:59:43 2018
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI1I\BNA_F\DATA\BF042718\
BF104893.D

27 Apr 2018 20:39

Ju/sJ

J2161-09

15 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
2-Pentanone, 4-hy... 5.00 2.5 ng 71137
unknown6 .57 6.57 63.8 ng 1777640
Hexacosane 10.73 2.6 ng 85208
n-Hexadecanoic acid 11.85 6.2 ng 203264
Heptadecane 12.78 3.1 ng 90522
5-Octadecene, (E)- 13.80 6.8 ng 198049
2,2"-(Ethane-1,2-... 13.84 4.1 ng 118838
Heneicosane 14.13 3.1 ng 90013
2-methyloctacosane 14._.44 3.2 ng 93396

8270-BF040618.

M Mon Apr 30 17:59:43 2018

|--Internal Standard---|
Resp Conc]|

|#

oo h~bhpEPPE

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

RT

557409
557409
658258
658258
583534
583534
583534
583534
583534
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