LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\

Data File : BF106441.D

Aca On : 14 Jun 2018 14:49 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J3239-13 AU-06-061318-C

ALS Vial : 7 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 5.201 483 487 493 rVB 259793 301151 10.09% 1.060%
2 5.613 553 557 570 rVB 2418428 2623415 87.91% 9.232%
3 6.607 723 726 736 rBVY 2584420 2679981 89.81% 9.431%
4 6.748 746 750 753 rBVY 2851720 2612883 87 .56% 9.195%
5 6.966 783 787 790 rBVY 1057916 863327 28.93% 3.038%
6 7.125 809 814 817 rBV 2272236 2152460 72.13% 7.575%
7 7.525 877 882 885 rBVY 1804927 1839078 61.63% 6.472%
8 8.248 1001 1005 1008 rBV 1321435 1091288 36.57% 3.840%
9 9.319 1183 1187 1191 rBV 3104525 2984135 100.00% 10.501%
10 9.713 1250 1254 1257 rBV 431998 342986 11.49% 1.207%
11 9.919 1282 1289 1294 rBV2 71008 67426 2.26% 0.237%
12 10.007 1300 1304 1307 rBVY 1368766 1150261 38.55% 4.048%
13 10.419 1372 1374 1377 rVB 91516 69211 2.32% 0.244%
14 10.642 1406 1412 1414 rBV2 30408 36316 1.22% 0.128%

15 10.801 1434 1439 1442 rBV 1733488 1709568 57.29% 6.016%

16 10.895 1452 1455 1465 rVB 76466 107216 3.59% 0.377%
17 11.342 1528 1531 1534 rBV 57163 46840 1.57% 0.165%
18 11.495 1553 1557 1560 rBV 1224343 1071543 35.91% 3.771%
19 11.519 1560 1561 1565 rVB 190556 116407 3.90% 0.410%
20 11.872 1618 1621 1624 rBV 138811 105146 3.52% 0.370%

21 12.007 1639 1644 1646 rBV2 50898 70162 2.35% 0.247%
22 12.113 1658 1662 1664 rBV2 42123 46869 1.57% 0.165%
23 12.524 1729 1732 1735 rBV 115374 121618 4.08% 0.428%
24 12.560 1735 1738 1740 rVV 232387 209485 7.02% 0.737%
25 12.583 1740 1742 1745 rVB 331889 255310 8.56% 0.898%

26 12.666 1753 1756 1760 rVB 71437 61318 2.05% 0.216%
27 12.713 1760 1764 1767 rBV 297811 240327 8.05% 0.846%
28 12.942 1800 1803 1806 rVB 229575 169951 5.70% 0.598%
29 13.083 1822 1827 1830 rBV 2519633 2288986 76.71% 8.055%
30 13.271 1856 1859 1862 rBV2 54346 56030 1.88% 0.197%

31 13.371 1873 1876 1878 rBV2 32476 33701 1.13% 0.119%
32 13.971 1974 1978 1989 rVB3 230972 320735 10.75% 1.129%
33 14.154 2004 2009 2012 rBV 1093950 1127030 37.77% 3.966%
34 14.177 2012 2013 2019 rVB 123542 100918 3.38% 0.355%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106441.D

Aca On : 14 Jun 2018 14:49

Operator : JU/SJ

3?22'6 i J3239-13 AU-06-061318-C
ALS Vial : 7 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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.636 2089 2091 2098 rBV6 38808 59700 2.00% 0.210%

36 15.260 2194 2197 2201 rBV 100467 143042 4._.79% 0.503%
37 15.583 2250 2252 2256 rVB 68130 69325 2.32% 0.244%
38 15.648 2260 2263 2269 rVvV 86203 130647 4_.38% 0.460%
39 15.718 2271 2275 2286 rVB2 702569 940597 31.52% 3.310%

Sum of corrected areas: 28416389
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106441.D

Aca On : 14 Jun 2018 14:49

Operator : JU/SJ

ﬁ?ggle i J3239-13 AU-06-061318-C
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF106441.D
3000000 6.75

6.61

2500000 5.61
7.12

2000000 752

1500000
6.97
1000000

500000
5.20

e A

T T T ] T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF106441.D
3000000 9|32

13.08
2500000

2000000
10.80

1500000 10.01
8.25 11.50

1000000

9.71
500000 1o 1258 71 10,04

9.9 10421964/10.90  1134ff L8bma  1ZfRG7 13433
0 e ey Al A

A

T T T T f
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF106441.D
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1500000

14.15

1000000

500000

O r———
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L T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106441.D

Aca On : 14 Jun 2018 14:49

Operator : JU/SJ

ﬁ?ggle i J3239-13 AU-06-061318-C
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 3

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

5.20 6.98 ng 301151 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 487 (5.201 min): BF106441.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 480 500 520 540 5.60
O e bl 830880 | 5e 65 59, 90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L UL I I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 19.50%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 450 5b0 520 540 560
5000 m/z 58.00 16.51%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- T T
59.0 480 5.00 5.20 5.40 5.60
m/z 40.95 8.57%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106441.D

Aca On : 14 Jun 2018 14:49

Operator : JU/SJ

ﬁ?ggle i J3239-13 AU-06-061318-C
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.75 Concentration Rank 1

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

6.75 60.53 ng 2612880 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.748 min): BF106441.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 SRR SRS UL SRR
40.0 54.0 6.40 6.60 6.80 7.00
0 gL0 e — m/z 68.05 40.36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i PP
410 o . m/z 134.00  33.92%
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 o0 6ko 650 700
5000 ' m/z 66.00 25.78%
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 e N EEmma
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.03%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R EE RN R
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:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106441.D

Aca On : 14 Jun 2018 14:49

Operator : JU/SJ

ﬁ?ggle i J3239-13 AU-06-061318-C
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 4 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.00 ng 107216 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 1456 (10.901 min): BF106441.D (-1452) (-) m/z 57.00 100.00%
57.0
5000
85.0
131 10.60 10.80 11.00 11.20
o} m/z 71.05 69.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57.0
5000 85.0 SR SRR UM U B
10,60 10.80 11.00 11.20
29.0 m/z 43.05 57.70%
. | | Hmommlwomm
m/z--> 20 Jo éo 86 100 120 140 160 180 200 220 240 260
Abundance
57.0
o5 o 10.60 10.80 11.00 11.20
5000 : m/z 85.05 31.81%
29.0
o 1130 1410 169.0 197.0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83027: Hexadecane i B
57.0 10.60 10.80 11.00 11.20
m/z 41.00 25.80%
5000 85.0
29.0
o \M\L”M ﬂ?@mmleNNZ%O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106441.D

Aca On : 14 Jun 2018 14:49

Operator : JU/SJ

ﬁ?ggle i J3239-13 AU-06-061318-C
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 9,12-Octadecadienoic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.56 3.91 ng 209485 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 93
2 Bicvclol2.2.21octane. 2-methvl- 124 C9H16 000766-53-0 83
3 9.17-Octadecadienal. (2)- 264 C18H320 056554-35-9 81
4 11.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 76
5 7-Hexadecyne 222 C16H30 074685-28-2 72

Abundance Scan 1738 (12.560 min): BF106441.D (-1735) (-) m/z 67.00 100.00%

61.0
41.0 :
5000

123.1 L B B B i B B
1491 4771

12.20 12.40 12.60 12.80
m/z 81.05 85.99%

220.1
0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

:

5000 LA L L L L L L I
12.20 12.40 12.60 12.80
m/z 55.00 69.04%
oLl 123.0 1490 4759 2620 2940
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0 950
124.0 st
12.20 12.40 12.60 12.80
5000/ 410 m/z 95.10 58.27%
0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114272: 9,17-Octadecadienal, (2)- R B
12.20 12.40 12.60 12.80
m/z 41.00 54 _32%
5000

:

264.0

151.0 179.0 207.0 235.0
e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106441.D

Aca On 14 Jun 2018 14:49

Operator : JU/SJ

Sample : J3239-13

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 trans-13-Octadecenoic acid,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.58 4.77 ng 255310 Phenanthrene-d10 11.50

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 94
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 94
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91

Abundance Scan 1741 (12.577 min): BF106441.D (-1740) (-) m/z 55.00 100.00%

5000

.

1381 1802 2222 2641 12.20 12.40 12.60 12.80
m/z 69.00 67 .44%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester

:

5000 LA L L L L L L L L
12.20 12.40 12.60 12.80
m/z 41.00 58.66%
29.0 1380  180.0 2220 2640 ...
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
B A BE
12.20 12.40 12.60 12.80
5000 83.0 m/z 74.00 55.30%
29.0
264.0
110.0
137.0 180.0 222.0 206.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester L B - RN W
12.20 12.40 12.60 12.80
m/z 83.10 49.27%
5000
180.0 222.0 264.0 296.0
o ; T

I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061418\

Data File : BF106441.D

Aca On : 14 Jun 2018 14:49

Operator : JU/SJ

ﬁ?ggle i J3239-13 AU-06-061318-C
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 E-7-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 5.69 ng 320735 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 91
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
3 1-Tricosene 322 C23H46 018835-32-0 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 90
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 90
Abundance Scan 1978 (13.971 min): BF106441.D (-1974) (-) m/z 57.00 100.00%
5%.0
83.1
5000 NA\/\/L—/\/\
NSRRI UL B
234.0 13.60 13.80 14.00 14.20
— Z1 Ot 280 Tnsz 43.05  81.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104185: E-7-Octadecene
43.0
69.0
5000 DU R L SR
Bmmmmmmm
0
125.0 252.0 m/z 83.10 80.19%
o 154.0 182.0  224.0
m>%mmmmmmmmmmmmmmm
Abundance
55.0
650 13.60 13.80 14.00 14.20
5000 ‘ m/z 55.00 79.63%
23.0 111.0
o 139.0 168.0 195.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163016: 1-Tricosene B B
57.0 g3 13.60 13.80 14.00 14.20
' m/z 69.05 68.72%
5000
29.0
oL 1390 169.0 106.0 224.0 2520  294.0 322.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 60 13. 80 14. oo 14 20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061418\

Data File : BF106441.D

Acq On : 14 Jun 2018 14:49

Operator : JU/SJ

3?22'6 i J3239-13 AU-06-061318-C
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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]
2-Pentanone, 4-hy... 5.20 7.0 ng 301151 1 6.97 863327 20.0
unknown6.75 6.75 60.5 ng 2612880 1 6.97 863327 20.0
Tetradecane 10.90 2.0 ng 107216 4 11.50 1071540 20.0
9,12-Octadecadien... 12.56 3.9 ng 209485 4 11.50 1071540 20.0
trans-13-Octadece... 12.58 4.8 ng 255310 4 11.50 1071540 20.0
E-7-Octadecene 13.97 5.7 ng 320735 5 14.15 1127030 20.0
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