LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096915.D

Aca On 20 Jul 2017 19:41

Operator : SJ/JU

Sample : 14312-01

Misc :

ALS Vial : 14 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-BF071317.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 2.793 136 137 155 rBvY 29014 86669 3.63% 0.438%
2 4.734 463 467 477 rBV 170653 240984 10.09% 1.218%
3 5.175 538 542 555 rBY 2021568 2109451 88.28% 10.666%
4 6.228 715 721 736 rBVY 1930810 2081639 87.12% 10.525%
5 6.339 736 740 743 rBVY 2140061 2027895 84.87% 10.253%
6 6.569 775 779 790 rBV 641900 579112 24.24% 2.928%
7 6.728 801 806 809 rBVY 1541285 1518577 63.55% 7.678%
8 6.751 809 810 822 rVB 41047 42020 1.76% 0.212%
9 7.133 870 875 878 rBY 1368934 1266209 52.99% 6.402%
10 7.263 892 897 905 rVB 33021 40097 1.68% 0.203%
11 7.769 980 983 990 rBV 29621 29820 1.25% 0.151%

12 7.851 993 997 1000 rBV 894053 732787 30.67% 3.705%
13 8.933 1175 1181 1184 rBV 2401485 2389503 100.00% 12.082%
14 9.327 1244 1248 1251 rBV 443556 369647 15.47% 1.869%
15 9.598 1290 1294 1298 rBV2 990791 822232 34.41% 4_.157%

16 10.386 1423 1428 1431 rBV 1307852 1220038 51.06% 6.169%
17 10.521 1448 1451 1458 rVB 44633 46986 1.97% 0.238%
18 10.969 1523 1527 1529 rBV2 34035 28920 1.21% 0.146%
19 11.074 1541 1545 1548 rBV 854247 701973 29.38% 3.549%
20 11.321 1584 1587 1593 rVB 181110 167240 7.00% 0.846%

21 12.133 1722 1725 1731 rBV 283712 290632 12.16% 1.469%

22 12.280 1747 1750 1754 rBV 28216 26981 1.13% 0.136%
23 12.504 1784 1788 1790 rBV2 41392 40456 1.69% 0.205%
24 12.657 1810 1814 1818 rBV 1585748 1623849 67.96% 8.211%
25 13.115 1889 1892 1898 rBvV4 26667 41099 1.72% 0.208%
26 13.221 1905 1910 1913 rBV6 22417 47206 1.98% 0.239%

27 13.568 1966 1969 1977 rVB 86593 113367 4.74% 0.573%
28 13.698 1987 1991 1995 rBV 570901 561480 23.50% 2.839%
29 14.492 2124 2126 2134 rBV7 34162 67235 2.81% 0.340%
30 15.068 2220 2224 2229 rBV 416671 463577 19.40% 2.344%

Sum of corrected areas: 19777681
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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\BF072017\

BF096915.D

20 Jul 2017 19:41

SJ/JuU

14312-01

14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF071317 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096915.D

Aca On : 20 Jul 2017 19:41

Operator : SJ/JU

Sample : 14312-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 unknown2.79 Concentration Rank 7

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

2.79 2.99 ng 86669 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
2 (S)-(+)-1.2-Propanediol 76 C3H802 004254-15-3 43
3 3-Ethvl-2-pentanol 116 C7H160 000609-27-8 9
4 Propvlene Glvcol 76 C3H802 000057-55-6 9
5 2-Heptanol 116 C7H160 000543-49-7 9

Abundance Scan 137 (2.793 min): BF096915.D (-136) (-) m/z 45.00 100.00%
48.0
5000 :
61.0 83.9 240 2.60 2.80 3.00 3.20
i L e N s B e m/z 42.95 19.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #944: R-(-)-1,2-propanediol
45.0
5000 RS S R A R
240 2.60 2.80 3.00 3.20
29.0 m/z 44.00 8.15%
19.0
'“l““h'“wﬁ'“lh'w'“éﬁq“|Z§2'“'w'“|“'w'“'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
45.0
240 2.60 2.80 3.00 3.20
5000 m/z 61.00 6.47%
19.0 310 610 750
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8337: 3-Ethyl-2-pentanol e e
48.0 240 2.60 2.80 3.00 3.20
m/z 42.00 3.75%
5000
70.0
55.0
290 | | 83.0 101.0 115.0
m/z--> 10 20 30 40 50 6|0 70 8|0 90 100 110 120 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096915.D

Aca On : 20 Jul 2017 19:41

Operator : SJ/JU

Sample : 14312-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 2 3-Pentanol, 2-methyl- Concentration Rank 3

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

4.73 8.32 ng 240984 1,4-Dichlorobenzene-d4 6.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 466 (4.728 min): BF096915.D (-463) (-) m/z 43.00 100.00%
43.0
59.0
5000
. mo 0 PP
N MRS S MRS & T M m/z 59.00 52.76%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4460: 3-Pentanol, 2-methyl-
59.0
5000 73.0 ISR SRR SRR
4.40 4.60 4.80 5.00
310 410 m/z 101.00 13.92%
sl o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
4.40 460 480 500
5000 59.0 m/z 58.00 13.73%
31.0 83.0 gggl0L0
mz> 10 20 30 40 50 60 70 8 90 100
Abundance #8344: 3-Hexanol, 4-methyl- R A e
59.0 4.40 4.60 4.80 5.00
m/z 41.10 8.81%
5000 41.0
31.0
69.0 87.0
15.0 ‘ mow ‘ 98.0
m/z--> 10 20 30 ' 50 6|0 7'0 80 9 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096915.D

Aca On : 20 Jul 2017 19:41

Operator : SJ/JU

Sample : 14312-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 3 unknown6.34 Concentration Rank 1

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

6.34 70.03 ng 2027900 1,4-Dichlorobenzene-d4 6.57
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 740 (6.339 min): BF096915.D (-736) (-) m/z 132.00 100.00%
132.0
5000 68.1
961 BN SR SRR R
401 540 | 6.00 6.20 6.40 6.60
et el e 889 L g070 L h7z 68.10  A0.42%
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 BN SR R SRS
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 32.01%
'WH'W“'W“J“J'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 620 6.40 660
5000 67.0 m/z 66.10 25.16%
41.0 97.0
53.0
79.0 117.0
wwmm‘mmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L L N N LB |
132.0 6.00 6.20 6.40 6.60
m/z 69.10 15.52%
5000
104.0
140 270 300 510 %0710 500 | 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096915.D

Aca On : 20 Jul 2017 19:41

Operator : SJ/JU

Sample : 14312-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 5 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.32 4.76 ng 167240 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 96
2 1-Hexadecanol 242 C16H340 036653-82-4 95
3 1-Tetradecene 196 C14H28 001120-36-1 95
4 n-Pentadecanol 228 C15H320 000629-76-5 94
5 Cetene 224 C16H32 000629-73-2 91

Abundance Scan 1587 (11.321 min): BF096915.D (-1584) (-) m/z 55.10 100.00%

54.1
83.1

111.1 M

11.00 11.20 1140 11. 60
140.1 196.2
..!|,..-!.,.|'...,....1.6.8.0. s m/z 43.05 88.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58279: Cyclotetradecane
55.0
830 MW
5000 LA L L L L L B LB L |
29.0 11.00 11.20 11.40 11.60
111.0 m/z 57.00 77.12%
|

| \“ | “\ | 1390 1680 190
T T T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
69.0

11.00 11. 20 11. 40 11.60

5000 97.0 m/z 41.05 67.05%
125.0
26.0 154.0 196.0 2240
S o L LT
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58276: 1-Tetradecene T T T T
43.0 1100 1120 1140 1160

m/z 69.05 62 .83%

69.0
5000 L 97.0
125.0
2 \ ‘\ H‘ ‘\‘\ | 90 1540 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. OO 11. 20 11. 40 11.60

8270-BF071317.M Fri Jul 21 16:03:13 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096915.D

Aca On : 20 Jul 2017 19:41

Operator : SJ/JU

Sample : 14312-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 6 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.13 8.28 ng 290632 Phenanthrene-d10 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 Cetene 224 C16H32 000629-73-2 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 1724 (12.127 min): BF096915.D (-1722) (-) m/z 43.05 100.00%
43.0
e M/\’_}\&AJ\A
1180 12.00 12.20 12.40
m/z 55.00 97.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115905: 1-Nonadecene
41,0
5000 SR A UL AR
111.0 umnmnmnm
m/z 57.10 80.34%
|| 139.0 41680
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0 g0
11.|80 12.'00 12.'20 12.'40 '
5000 111.0 m/z 41.00 67.91%
29.0
mol%ON%ZMO%m
m/z--> 25 Jo éo éo 160 150 140 160 180 200 220 240 2éo
Abundance #95985: 1-Hexadecanol R et
43.0 11.80 12.00 12.20 12.40
69.0 m/z 69.05 61.78%
5000 \Wvu~wnﬁw~NwAAv\ﬁﬁJ\M“*NNAV
125.0
22.0/ “‘ 1l 154.0 196.0 224.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096915.D

Aca On : 20 Jul 2017 19:41

Operator : SJ/JU

Sample : 14312-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 7 5-Octadecene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.57 4.04 ng 113367 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
2 1-Octadecene 252 C18H36 000112-88-9 93
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 87
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 87
5 Behenic alcohol 326 C22H460 000661-19-8 76
Abundance Scan 1969 (13.568 min): BF096915.D (-1966) (-) m/z 57.05 100.00%

54.0

83.0

5000

205.2 231.0253.0 283.2 13.20 13.40 13.60 13.80
m/z 55.00 92.81%

140.2 171.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104186: 5-Octadecene, (E)-
55.0
83.0
5000 B R BN
13.20 13.40 13.60 13.80
29.0 111.0 m/z 43.10 92 .80%
| 139.0 168.0 195.0 224.0 252.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
83.0 R EAREEEEmamma
13.20 13.40 13.60 13.80
5000 m/z 83.05 76.75%
111.0
15.0 139.0 1680 1960 224.0 2520

wmmmmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104187: 9-Octadecene, (E)- L BT o e
13.20 13.40 13.60 13.80
m/z 97.10 57.43%

5000

139.0 168.0 196.0 224.0 252.0
R e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072017\
Data File : BF096915.D

Aca On : 20 Jul 2017 19:41

Operator : SJ/JU

Sample : 14312-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 8 unknownl14.49 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
1449  2.90ng 67235  Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecane. 1-iodo- 380 C18H371 000629-93-6 10

2 Ethvl 3.3.3-trifluoro-2-isovaler...
3 1H-Benzol3.41cvclobutall.2-blpvr...
4 Hexadecanoic acid. 2-methvlpropy...
5 Methyl 1l1ll-acetoxyhexadecanoate

414 C17H20F6N203
335 C14H13CI4N
312 C20H4002

328 C19H3604

1000224-19-8 9
060857-30-9 7
000110-34-9 7
088167-64-0 7

Abundance Scan 2126 (14.492 min): BF096915.D (-2124) (-) m/z 57.00 100.00%
5000
253.2
1420 LU N I A B N N B B B B
179.1213.1 355.3 14.20 14.40 14.60 14.80
L m/z 43.10 80.26%
miz--> 50 100 150 200 250 300 350 400
Abundance #202263: Octadecane, 1-iodo-
57.0
5000 LA L L L L LB
14.20 14.40 14.60 14.80
‘ 99.0 253.0 m/z 71.10 72.48%
41.0
180 | | |y | MO0 | a0
miz--> 50 100 150 200 250 300 350 400
Abundance
57.0
=
14.20 14.40 14.60 14.80
5000 257.0 m/z 55.05 62.86%
145.0
341.0
95.0 187.0221.0 294.0 414.0
T T [T T T e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #172949: 1H-Benzo[3,4]cyclobuta[1,2-b]pyrrole, 4,5,6,7-tet... O B .
571.0 281.0 14.20 14.40 14.60 14.80
m/z 85.10 34 .66%
5000
217.0 337.0
92.0 ‘
B N T N Y |
miz--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072017\
Data File : BF096915.D

Acq On 20 Jul 2017 19:41

Operator : SJ/JU

Sample - 14312-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_M
Quant Title : 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]
unknown2 .79 2.79 3.0 ng 86669 1 6.57 579112 20.0
3-Pentanol, 2-met... 4.73 8.3 ng 240984 1 6.57 579112 20.0
unknown6 .34 6.34 70.0 ng 2027900 1 6.57 579112 20.0
Cyclotetradecane 11.32 4.8 ng 167240 4 11.07 701973 20.0
1-Nonadecene 12.13 8.3 ng 290632 4 11.07 701973 20.0
5-Octadecene, (E)- 13.57 4.0 ng 113367 5 13.70 561480 20.0
unknownl14 .49 14.49 2.9 ng 67235 6 15.07 463577 20.0
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