LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\
Data File : BF104281.D
Aca On - 5 Apr 2018 20:34 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2183-09 ES-4-DWS-2-SW@5
ALS Vial : 11 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-BF032818.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 2.287 29 34 44 rVB 122590 184809 4.92% 0.554%
2 5.198 525 529 548 rBV 48796 108068 2.88% 0.324%
3 5.581 591 594 634 rBVY 1283532 2831553 75.43% 8.490%
4 6.586 761 765 784 rBVY 1329749 2937706 78.26% 8.808%
5 6.716 784 787 824 rVV 2042190 3753839 100.00% 11.256%
6 6.951 824 827 848 rVV 180232 660359 17.59% 1.980%
7 7.098 848 852 889 rVB 1665063 2560490 68.21% 7.677%
8 7.510 919 922 945 rBV 835169 1897971 50.56% 5.691%
9 8.227 1040 1044 1078 rBV 388536 877328 23.37% 2.631%
10 9.298 1222 1226 1254 rBV 2542841 3715554 98.98% 11.141%
11 9.686 1287 1292 1303 rBV 232821 300195 8.00% 0.900%
12 9.886 1323 1326 1330 rVB 59510 48800 1.30% 0.146%
13 9.980 1338 1342 1346 rBV 790678 888917 23.68% 2.665%
14 10.386 1409 1411 1414 rBvV 83907 61657 1.64% 0.185%
15 10.539 1431 1437 1442 rBV4 34094 72850 1.94% 0.218%
16 10.604 1442 1448 1460 rVB5 34874 89847 2.39% 0.269%

17 10.780 1474 1478 1489 rBV 1560891 2371864 63.19% 7.112%
18 10.857 1489 1491 1502 rVB 108259 195515 5.21% 0.586%
19 11.086 1521 1530 1533 rBVS8 19654 43423 1.16% 0.130%
20 11.310 1564 1568 1570 rBV2 48532 48727 1.30% 0.146%

21 11.480 1593 1597 1599 rBV 669376 780569 20.79% 2.340%
22 11.504 1599 1601 1608 rVV 412867 653870 17.42% 1.961%
23 11.563 1608 1611 1628 rVB 93367 252368 6.72% 0.757%
24 11.980 1679 1682 1685 rBV 93511 121766 3.24% 0.365%
25 12.015 1685 1688 1693 rVB 61460 102839 2.74% 0.308%

26 12.092 1698 1701 1708 rVB3 57432 122975 3.28% 0.369%
27 12.527 1772 1775 1779 rBV 42593 54808 1.46% 0.164%
28 12.621 1788 1791 1800 rVB5 23524 46821 1.25% 0.140%
29 12.698 1800 1804 1812 rBV 250808 373460 9.95% 1.120%
30 12.927 1837 1843 1849 rBV2 241152 392632 10.46% 1.177%

31 12.974 1849 1851 1858 rVB2 33499 51544 1.37% 0.155%
32 13.062 1861 1866 1877 rVV 2691800 3414745 90.97% 10.239%
33 13.145 1877 1880 1886 rVB5 43405 84298 2.25% 0.253%
34 13.257 1892 1899 1904 rVB2 48135 93884 2.50% 0.282%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104281.D

Aca On - 5 Apr 2018 20:34

Operator : JU/SJ

3?22 le J2183-09 ES-4-DWS-2-SW@5
ALS Vial : 11 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-BF032818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.362 1913 1917 1924 rVB3 32206 62794 1.67% 0.188%
36 13.492 1935 1939 1948 rVB5 22796 47021 1.25% 0.141%
37 13.904 2003 2009 2010 rBv4 30971 40974 1.09% 0.123%

38 13.927 2010 2013 2022 rVB 337502 409720 10.91% 1.229%
39 14.133 2041 2048 2064 rBV2 712650 1316485 35.07% 3.947%
40 14.868 2170 2173 2181 rBV2 143193 192692 5.13% 0.578%

41 15.221 2227 2233 2247 rBV4 64611 187403 4._.99% 0.562%

42 15.615 2294 2300 2304 rvv2 43931 92447 2.46% 0.277%

43 15.662 2304 2308 2334 rVB 354007 756797 20.16% 2.269%

44 16.145 2385 2390 2394 rBV5 25037 48605 1.29% 0.146%
Sum of corrected areas: 33350989
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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:\HPCHEM1I\BNA F\DATA\BF040518\

BF104281.D

5 Apr 2018 20:34

JussJ

J2183-09

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

ES-4-DWS-2-SW@5

Abundance

2500000

2000000

1500000

1000000

500000

2.29
A

TIC: BF104281.D

5.58

5.20

6.72

7.10

6.59

7.51

0

Time-->

A,
L R B |

5.50

4.00

4.50

T
5.00

2.50

3.00

3.50

Abundance

2500000

2000000

1500000

1000000

500000

0!

Time--> 8.00

TIC: BF104281.D
9.30

10.78

9.98

8.23

8.50 9.00 9.50 10.00 10.50 11.00

12.7012.93

13.50

Abundance

2500000

2000000

1500000

1000000

500000

13.93

13/90

TIC: BF104281.D

14.13

15.66

14.87 15.22 1§\A{
A

16.14

Time-->

14.00

17.00

15.00 15.50 16.00 16.50

14.50

17.50

19.00

18.00 18.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104281.D

Aca On - 5 Apr 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J2183-09 ES-4-DWS-2-SW@5
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.29 5.60 ng 184809 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 10

Abundance Scan 35 (2.293 min): BF104281.D (-29) (-) m/z 73.05 100.00%

73
5000
43 55 87

a6 | 220 240 260
e e e m/Z 43.05 29.92%

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 T T T T T T T T
43 220 240 260
55 87 m/z 87.10 27.24%
29
L35 \‘ ‘ 67 ||, 80
.,....,....,....,....,....,....,....,....,....,....,..
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
220 240 2.60
5000 43 m/z 55.00 23.34%
58
N B o o L o o LA e e o
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl- ey T

5 78 220 240 260
m/z 71.10 12.18%

5000
43
31
Ll 3711 1l 67 83 97 115

m/z--> 20 30 40 50 60 70 80 90 100 110 120 2 20 2. 40 2 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104281.D

Aca On - 5 Apr 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J2183-09 ES-4-DWS-2-SW@5
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

5.20 3.27 ng 108068 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 36
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
4 3-Pentanol 88 C5H120 000584-02-1 23
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 529 (5.198 min): BF104281.D (-525) (-) m/z 43.00 100.00%
43
59
5000
101 S S U
| 83 | 4.80 500 520 5.40 5.60
'W””P”W”“ﬂ”W”hV”W””P“W””P”W””P”W””P”W””P”' m/z 59.00 58.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A LS U LS I
480 5.00 520 5.40 5.60
m/z 101.00 21.74%
III'"'I"'':?‘:'I-'"I''"I""I''"I''"I8':'3"Is?:'a':'lilc‘)']'-"I""I""I""I""I""IIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
A
480 5.00 520 540 5.60
5000 m/z 58.00 16.35%
43 101
S 51 71 8
WWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8—methy|— SN NN LI B B
59 480 5.00 520 5.40 5.60
m/z 41.00 8.55%
5000
43
'W"”I'”'I”"P"W'JMI'”éﬁ”'ﬁé?“l"%?"“l'”'}%?'I”'%4%"P'%ﬁ9'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40 5.60

8270-BF032818_.M Fri Apr 06 12:10:40 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104281.D

Aca On - 5 Apr 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J2183-09 ES-4-DWS-2-SW@5
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.72 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.72 113.69 ng 3753840 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9
Abundance Scan 788 (6.722 min): BF104281.D (-784) (-) m/z 132.00 100.00%

132
5000 68

9% i
40 54 7 & 5 115 6.40 6.60 6.80 7.00

A — m/z 68.05 36.20%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67

6.40 6.60 6.80 7.00

97
117 m/z 134.00 32.69%
T ral
....‘,‘..“.‘.,‘.“l ‘.“,‘.8.8.‘a,1.053..“,..”. e
m/z--> 60 80 100 120 140 160 180
Abundance
57 132
T P T
7 6.40 6.60 6.80 7.00
5000 9g 116 m/z 66.00 22.73%
89 107 158 189
I L I o o e L B e o BLAA o o o e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132 6.40 6.60 6.80 7.00
m/z 96.00 14 .34%

5000
33 44 o 105
60 ‘
‘ . 1, | 80 ‘ | 115 ‘

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\BF040518\

Data File : BF104281.D

Aca On - 5 Apr 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J2183-09 ES-4-DWS-2-SW@5
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.60 2.02 ng 89847 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 55
2 2-methvltetracosane 352 C25H52 1000376-72-6 46
3 Tetratetracontane 619 C44H90 007098-22-8 46
4 2-methvloctacosane 408 C29H60 1000376-72-8 46
5 Tridecane 184 C13H28 000629-50-5 43
Abundance Scan 1447 (10.598 min): BF104281.D (-1442) (-) m/z 57.00 100.00%
S 153
5000
f 10,20 10.40 10.60 10.80 11.00
e e -1 m/z 153.05 81.18%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #38315: Dodecane
57
5000
10.20 10.40 10.60 10.80 11.00
m/z 168.05 76.21%
.2...‘,“ il
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
10.20 10.40 10.60 10.80 11.00
5000 m/z 71.10 75.21%
99
26 141 183 225 267 309
m/z--> 0 55 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241526: Tetratetracontane B R R LR n et
57 10.20 10.40 10.60 10.80 11.00
m/z 43.05 56.24%
5000
41
26 ﬂ f 183215253 309 351 407 446477 533 575 618
m/z--> c') 5'0 1(')0 150 200 250 300 350 400 4&1;0 5(')0 5&'30 6(|)O 10. 20 10 40 10 60 10. 80 11. oo

8270-BF032818_.M Fri Apr 06 12:10:41 2018 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\
Data File : BF104281.D

Aca On : 5 Apr 2018 20:34

Operator : JU/SJ

Sample = J2183-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 6 Pentadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.86 5.01 ng 195515 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 1492 (10.863 min): BF104281.D (-1489) (-) m/z 57.10 100.00%
57
5000 85
113 10.60 10.80 11.00 11.20
155
‘,", Lo Ao 188 2 e m/z 71.10 70.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71393: Pentadecane
57
5000 R LR AR UL A
85 10.60 10.80 11.00 11.20
29 m/z 43.05 66.31%
J\‘ ‘ $ i J1}31141 169 212
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
10,60 10.80 11.00 11.20
5000 85 m/z 85.05 48_.21%
29 113 111 169 197 226
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- e e e
57 10.60 10.80 11.00 11.20
m/z 41.05 28.34%
5000 85
29 113
UL by 141162183 211 239 273 301322343 371 414
m/z--> 50 100 150 200 250 300 350 400 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\
Data File : BF104281.D

Aca On : 5 Apr 2018 20:34

Operator : JU/SJ

Sample = J2183-09

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Anthracene, 2-methyl- Concentration Rank 8

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

11.98 3.12 ng 121766 Phenanthrene-d10 11.48

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 83
2 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 83
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 83
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 83
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64

Abundance Scan 1682 (11.980 min): BF104281.D (-1679) (-) m/z 192.10 100.00%
1
5000 g \
11.60 11.80 12.00 12.20
m/z 191.10 62.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192
5000 [Trrr[rrrt[rrrryprrrr|m
11.60 11.80 12.00 12.20
m/z 189.00 32.92%
15 27 39 51 63  °° 70 115126139152 176 ||
T T T T T T T [ e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 73.00 28.50%
165
16 27 39 51 63 115126 139150 176
L o B o S L o B o I e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54751: Phenanthrene, 4-methyl-
192 11.60 11.80 12.00 12.20
m/z 60.00 22 .65%
5000
95 165
51 6\3 8\2 1l 125 139 152 “ MH 0
L o LA B o e e I EEEE s s ey IR e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104281.D

Aca On - 5 Apr 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J2183-09 ES-4-DWS-2-SW@5
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Phenanthrene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.63 ng 102839 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 86
2 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 83
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 76
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 70
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 70
Abundance Scan 1689 (12.021 min): BF104281.D (-1685) (-) m/z 192.10 100.00%
192
5000
82 149
95 139 165 180 11.80 12.00 12.20 12.40
SN MU N A = SO O R m/z 191.10  52.78%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192
5000 LR LN BN SULRURE I

ll.l80 12.IOO 12.I20 12.I40
m/z 189.05  25.31%

165
94
27 39 51 63 8 " 115106 139 152 | 176 |

T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

192

11.80 12.00 12.20 12.40
5000 m/z 193.10 21.69%

165
27 39 51 63 73 83 964105115 126 139 152 176

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54738: Anthracene, 9-methyl- e e e
192 11.80 12.00 12.20 12.40

m/z 82.40 13.10%

5000

28 30 51 63 82 9 195195 139 152 165 178 |

T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104281.D

Aca On - 5 Apr 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J2183-09 ES-4-DWS-2-SW@5
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.09 3.15 ng 122975 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 68
2 Methvl diselenide 190 C2H6Se2 007101-31-7 43
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 33
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 25
5 4-(4-Chlorophenyl)pyridine 189 C11H8CIN 005957-96-0 25
Abundance Scan 1701 (12.092 min): BF104281.D (-1698) (-) m/z 190.10 100.00%

5000

11.80 12.00 12.20 12.40
m/z 189.05  96.95%

110

209

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.80 12.00 12.20 12.40
m/z 192.10 40.80%
27 3950 63 8L || 110122 137 150 163 178 |
L B R o e e e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190
93 175 11.80 12.00 12.20 12.40
5000 m/z 191.10 40.35%
160
109
29 80
L e B Al i B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52771: 2,2"-Bis(4,5-dimethylimidazole) R A B
42 190 11.80 12.00 12.20 12.40

m/z 94.60 24 .69%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104281.D

Aca On - 5 Apr 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J2183-09 ES-4-DWS-2-SW@5
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.93 6.22 ng 409720 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 2013 (13.927 min): BF104281.D (-2010) (-) m/z 83.05 100.00%
o7
5000
3 139 13.60 13.80 14.00 14.20
— 107 196 226 250 m/z 57.05 96.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
5000
13.60 13.80 14.00 14.20
29 m/z 97.05 93.01%
LoL gl 167 196 238 266 294
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 92.62%
29
139 167 195 222 250 280 308 336
m@‘m‘mﬁﬂmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol T T T
5 83 13.60 13.80 14.00 14.20
m/z 43.05 89.19%
5000
29
L 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\

Data File : BF104281.D

Aca On - 5 Apr 2018 20:34

Operator : JU/SJ

ﬁ?ggle i J2183-09 ES-4-DWS-2-SW@5
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .87 2.93 ng 192692 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 98
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
3 d-Glucosamine 179 C6H13NO5 000090-77-7 50
4 Hexadecanamide 255 C16H33N0 000629-54-9 47
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 38

Abundance Scan 2173 (14.868 min): BF104281.D (-2170) (-) m/z 59.00 100.00%

59

5000

!

14.60 14.80 15.00 15.20
m/z 72.00  77.79%

35154

184 202 221 242258 281 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-

59 &
5000 41 L e e

14.60 14.80 15.00 15.20
m/z 55.05 53.75%

S8 LR s omom sz
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
st o
14.60 14.80 15.00 15.20
5000 m/z 43.05 34.87%

83 111 141157 180196212229

WWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44906: d-Glucosamine A e e R AR ma
14.60 14.80 15.00 15.20

m/z 41.05 31.15%

5000

g4 100

130 148164180
R B B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15. 00 15. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\

Data File : BF104281.D

Acq On : 5 Apr 2018 20:34

Operator : JU/SJ

3?22'6 i J2183-09 ES-4-DWS-2-SW@5
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 2.29 5.6 ng 184809 1 6.95 660359 20.0
2-Pentanone, 4-hy... 5.20 3.3 ng 108068 1 6.95 660359 20.0
unknown6 .72 6.72 113.7 ng 3753840 1 6.95 660359 20.0
Dodecane 10.60 2.0 ng 89847 3 9.98 888917 20.0
Pentadecane 10.86 5.0 ng 195515 4 11.48 780569 20.0
Anthracene, 2-met... 11.98 3.1 ng 121766 4 11.48 780569 20.0
Phenanthrene, 2-m... 12.02 2.6 ng 102839 4 11.48 780569 20.0
4H-Cyclopenta[def... 12.09 3.1 ng 122975 4 11.48 780569 20.0
1-Heneicosanol 13.93 6.2 ng 409720 5 14.13 1316490 20.0
9-Octadecenamide, ... 14.87 2.9 ng 192692 5 14.13 1316490 20.0
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