LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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 5.196 482 486 493 rBV 138879 167581 3.74% 0.473%
2 5.566 545 549 550 rBV 93382 101759 2.27% 0.287%
3 5.578 550 551 554 rVvV 94839 75048 1.68% 0.212%
4 5.613 554 557 564 rVB 1737917 1916783 42.80% 5.407%
5 5.819 589 592 595 rVB 102348 82732 1.85% 0.233%
6 6.137 642 646 650 rVB 56527 55975 1.25% 0.158%
7 6.613 723 727 735 rBVY 1120115 1340326 29.93% 3.781%
8 6.748 746 750 753 rBVY 3366738 3073916 68.63% 8.672%
9 6.784 753 756 761 rVB 83209 76837 1.72% 0.217%
10 6.966 783 787 790 rBVY 1124783 947910 21.16% 2.674%

11 7.125 809 814 816 rBV 3241857 3113166 69.51% 8.782%
12 7.143 816 817 820 rVB 260706 157593 3.52% 0.445%
13 7.207 825 828 831 rBV 69946 55003 1.23% 0.155%
14 7.295 841 843 847 rVB 53504 48974 1.09% 0.138%
15 7.495 870 877 878 rBvV 198097 165513 3.70% 0.467%

16 7.531 878 883 886 rVvB 2632168 2860203 63.86% 8.069%

17 7.613 891 897 899 rBV3 60267 81754 1.83% 0.231%
18 7.648 899 903 906 rVvB 62487 55283 1.23% 0.156%
19 7.701 906 912 914 rBV3 34819 50753 1.13% 0.143%
20 7.725 914 916 919 rVB 87903 67753 1.51% 0.191%

21 7.890 940 944 947 rBV3 85970 107466 2.40% 0.303%
22 7.913 947 948 953 rVvB2 87208 72712 1.62% 0.205%
23 7.978 956 959 963 rBvV 292129 269670 6.02% 0.761%
24 8.248 1001 1005 1008 rBV 1449210 1235160 27.58% 3.484%

25 8.442 1035 1038 1040 rVB 97430 79403 1.77% 0.224%
26 8.489 1043 1046 1049 rBV3 69199 63688 1.42% 0.180%
27 8.707 1078 1083 1087 rBV3 33953 57415 1.28% 0.162%
28 8.748 1087 1090 1092 rBV2 48230 49635 1.11% 0.140%
29 8.801 1097 1099 1101 rBV 62872 53487 1.19% 0.151%
30 8.907 1112 1117 1120 rBV3 57440 72302 1.61% 0.204%

31 8.954 1120 1125 1127 rBV 344514 403490 9.01% 1.138%
32 9.060 1138 1143 1146 rBV 362999 319000 7.12% 0.900%
33 9.101 1146 1150 1153 rVB4 39877 47963 1.07% 0.135%
34 9.172 1157 1162 1164 rBV2 33680 45216 1.01% 0.128%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.325 1183 1188 1191 rVB 4311398 4478830 100.00% 12.635%

36 9.389 1196 1199 1202 rBvV2 123112 124901 2.79% 0.352%
37 9.584 1229 1232 1235 rBV2 56026 77905 1.74% 0.220%
38 9.666 1242 1246 1248 rBV2 83906 112908 2.52% 0.319%
39 9.713 1251 1254 1259 rVB 291437 239590 5.35% 0.676%
40 9.778 1262 1265 1267 rBV2 82032 87018 1.94% 0.245%

41 9.919 1286 1289 1293 rVB2 202695 197968 4.42% 0.558%
42 10.007 1300 1304 1308 rVB2 1541776 1376587 30.74% 3.883%
43 10.401 1368 1371 1372 rBV 110269 95447 2.13% 0.269%
44 10.419 1372 1374 1378 rVB2 104860 95334 2.13% 0.269%
45 10.807 1434 1440 1443 rBV 2544429 2844301 63.51% 8.024%

46 10.895 1452 1455 1461 rBV2 109324 155976 3.48% 0.440%

47 11.042 1478 1480 1483 rBV3 51704 45630 1.02% 0.129%
48 11.225 1508 1511 1514 rBV 118925 112543 2.51% 0.317%
49 11.342 1529 1531 1535 rVB3 86630 80787 1.80% 0.228%

50 11.501 1554 1558 1561 rBV 1494851 1292106 28.85% 3.645%

51 12.019 1643 1646 1654 rVB 385805 458556 10.24% 1.294%
52 12.801 1777 1779 1787 rVB 201514 230832 5.15% 0.651%
53 12.889 1792 1794 1797 rVB 90051 64131 1.43% 0.181%
54 13.089 1823 1828 1831 rBV 3469002 3618048 80.78% 10.207%
55 13.966 1974 1977 1981 rBV 203447 199331 4._.45% 0.562%

56 14.148 2004 2008 2011 rBV 1191318 1048589 23.41% 2.958%
57 15.683 2263 2269 2280 rVB 764015 1038814 23.19% 2.931%

Sum of corrected areas: 35447601
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\

BF106426.D

14 Jun 2018 7:29

JussJ

J3396-06

39 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF106426.D

5.61

520 5H 582 14

6.75 712

7.53

6.97

0
Time-->

A A
T IR B LI — T T T

T T
5.00 5.50 6.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF106426.D

10.81

ok

I e o e e B T A A e e B e e e o T B s e e e LA s e e e BN
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: BF106426.D

4000000

3000000

2000000

14.15
1000000 15.68
13.97
e e e e T HIMIMEE————— s

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On : 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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 9

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

5.20 3.54 ng 167581 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 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 487 (5.201 min): BF106426.D (-482) (-) m/z 43.00 100.00%
43
59
5000
T 4Bo 500 520 540 860
83 : : : : :
Ob et S0 8 | /7 59.00  63.25%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 PUNRARERAARE RARAE RS R
4.80 500 5.20 5.40 5.60
m/z 101.00 21.01%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540 560
5000 41 m/z 58.00 16.02%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone P R
43 4.80 500 5.20 5.40 5.60
m/z 41.00 12.53%
5000 101
28 59
70 84
o...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:‘i....l.‘..7.8,.l..,.?§.,;...,. YN AT
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On : 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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 2

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

6.75 64 .86 ng 3073920 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 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): BF106426.D (-746) (-) m/z 132.10 100.00%
132
5000 68
40 | e 640 660 680 7.00
54 . : : :
o el e | sus Wl /7 68.05  A1.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RS UL SRR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.10 34.36%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 660 680 7.00
5000 67 m/z 66.00 26.08%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R EEE S  EARRR R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 16.46%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | |
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\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On : 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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 Tetracyclo[3.3.1.0(2,8).0(4... Concentration Rank 10

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

7.14 3.33 ng 157593 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 87
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 83
3 Indane 118 C9H10 000496-11-7 64
4 Deltacvclene 118 C9H10 007785-10-6 59
5 Benzene, 1,1"-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 59

Abundance Scan 817 (7.143 min): BF106426.D (-816) (-) m/z 117.10 100.00%
117
5000
91 rrrrrrryrrrepTrTTT T e
39 51 58 65 77 83 | 103 6.80 7.00 7.20 7.40
R o & ISR MR s N WUt PR m/z 118.10 52.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117
5000 91 SRS SRR SRR RARRRE
6.80 7.00 7.20 7.40
39 m/z 115.05 24 .85%
51 58 65 78 103
0'W'”'I”%n'”'w%?ﬁh”lPU”I”JlP'”\“'W'“”I”lﬁ'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117
6.80 7.00 720 7.40
5000 o1 m/z 91.05 14.08%
39 51 63
15 27 77 103
e R I R S IS AL LR IS IS A BASS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8948: Indane
117 6.80 7.00 7.20 7.40
m/z 57.90 7.67%
5000
58 91
0 21 P45l S 7] 103100 ‘m
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On : 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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 5 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6

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

7.98 4_.37 ng 269670 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
2 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 70
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 70
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 70

Abundance Scan 959 (7.978 min): BF106426.D (-956) (-) m/z 117.10 100.00%
147
5000
91
39 51 65 77 160 7.60 7.80 8.00 8.20 8.40
o} m/z 119.10 57 .38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 7.60 7.80 8.00 8.20 8.40
0
5, 3 51 g5 77 - m/z 132.10 35.70%
15 T |
O'WH“PJWH“V“J““HL'”Wv“ﬁ““ﬂmWH“vWMM“PHWH“V“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 7.60 7.80 8.00 8.20 8.40
5000 m/z 115.00 31.72%
91
o7 39 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14048: Benzene, 2-butenyl-
117 7.60 7.80 8.00 8.20 8.40
m/z 91.05 21.93%
132
5000 g1
o7 39 56 65 TF 104
O R R mmm LN N Lt R B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path :

Data File : BF106426.D

Aca On - 14 Jun 2018 7:29
Operator : JU/SJ

Sample : J3396-06

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\

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

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 Cyclopropanecarboxylic acid...

Concentration Rank 4

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

8.95 6.53 ng 403490 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropanecarboxvlic acid. 3-m... 154 C9H1402 1000299-37-4 53
2 Cvclopropanecarboxvlic acid. 4-n... 207 C10H9NO4 1000307-52-7 47
3 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 39
4 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 36
5 2,4-Dinitrophenyl crotonate 252 C10H8N206 069817-88-5 28

Abundance Scan 1124 (8.948 min): BF106426.D (-1120) (-) m/z 69.00 100.00%
69 W
5000
41
87 103
8.60 8.80 9.00 9.20
o...,....ml.??,.'..,.'||...,|....12,9.1.3.5,..1.5.4,....,....,.... m/z 41.00  32.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27753: Cyclopropanecarboxylic acid, 3-methylbut-2-enyl ester
69
5000 L R UL I L B
41 860 880 9.00 920
m/z 39.00 22 .25%
ol 2T | B | 8o 11p 137 154
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
860 8.80 9.00 920
5000 m/z 103.00 16.27%
41
0 30 55 81 92 109119 139 177 207
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7242: Ethyl cyclopropanecarboxylate
69 8.60 8.80 9.00 9.20
m/z 87.00 16.18%
5000
41
29 86
0 15 “ ‘\H ?\8 i, \‘ 99 1:!'4
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On : 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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 Naphthalene, 1-methyl- Concentration Rank 5

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

9.06 5.17 ng 319000 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l1l-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 94
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 87

Abundance Scan 1143 (9.060 min): BF106426.D (-1138) (-) m/z 142.10 100.00%
142
5000
115
e mm s s
51 63 74 89 8.80 9.00 9.20 9.40
Obrprrrr et e e Mt 74 | m/z 141.05  93.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19232: Naphthalene, 1-methyl-
142
5000 115 " 880 9.00 9.20 9.40
m/z 115.05 34 .30%
27 39 51 63 74 89 190 | 126 |
m/z--> 20 30 45 55 60 fo 80 95 100 110 120 130 140 150 160 170 180
Abundance
142
8.80 9.00 9.20 9.40
5000 m/z 143.10 11.23%
115
0 39 5058 71 89 102 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #19231: Benzocycloheptatriene
141 8.80 9.00 9.20 9.40
115 m/z 139.10 11.17%
5000
63 89
0 W"”I'”'I”"P"WJ'”"H“ “*“ﬁ"ﬁQ?“l”J'l'ﬁgg"w"“l“""'w'“'l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On : 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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 unknown9.92 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
" 9.92 28ng 197968  Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptacosane 380 C27H56 000593-49-7 38
2 Tetracosane 338 C24H50 000646-31-1 38

1000309-12-3 35
1000309-20-2 35

3 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S

5 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 27
Abundance Scan 1289 (9.919 min): BF106426.D (-1286) (-) m/z 57.10 100.00%
57
5000 85104 133
9.60 9.80 10.00 10.20
3 154174193
ob—— r.'!'l.‘.-l,..-.'.,....,....,.... R m/z 43.00 69.66%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 LN L L L L L LB L |
9.60 9.80 10.00 10.20
m/z 71.10 57.28%
29 113 141
oL L4l A‘H 14 169 197 225 253 281 309 337 380
e T
m/z--> 50 100 150 200 250 300 350
Abundance
57 W,«MJ\&/\'\J\./—WJ
T T
9.60 9.80 10.00 10.20
5000 85 m/z 133.10 42 . 70%
29 113
o 141 169 197 225 253 281 309 338
— T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 P
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43 9.60 9.80 10.00 10.20
m/z 85.05 39.92%
5000 1
o1 WW
ol ,M Ay 02 19 28288 el sobithias
m/z--> 50 100 150 200 250 300 350 9.60 980 10 00 10.20

8270-BF061118.

M Thu Jun 14 14:41:20 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On : 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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 9 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.41 ng 155976 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Heptacosane 380 C27H56 000593-49-7 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 72
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 1456 (10.901 min): BF106426.D (-1452) (-) m/z 57.00 100.00%
57
5000
| 113 149 153000 10160 1080 1160 1120
Oty m/z 71.10 71.51%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 BRI BN B
85 10.60 10.80 11.00 11.20
29 m/z 43.00 67.63%
ol M 2
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,60 10.80 11.00 11.20
5000 m/z 85.10 41 .89%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #59882: Tetradecane A REEEEEas
57 10.60 10.80 11.00 11.20
m/z 41.00 31.57%
5000 85
29
0 ..iﬁj.i.ﬂ‘,ﬁ... }?9 U e S RN SN B
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20

8270-BF061118.M Thu Jun 14 14:41:21 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On : 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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 10 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.02 7.10 ng 458556 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Silver butanoate 194 C4H7Ag02 005076-24-4 47
Abundance Scan 1646 (12.019 min): BF106426.D (-1643) (-) m/z 73.00 100.00%
43 60 7B
5000
129
97 213 S I I U B
LJM 115 | ,5157171185 oo 227 p47 256 1f80 1zbo 1250 1240
o} m/z 43.00 89.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LS B BULR BRI B
nmnmnmnm
m/z 60.00 85.28%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 IR AN SUNILE SRR B
11.80 12.00 12.20 12.40
5000 129 m/z 57.05 74.62%
29 87 185
115 228
s 101 143 171 199,,,
O T o o o Rl me oI
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 210 2éo
Abundance #72648: Tridecanoic acid R e EREmE
60 78 11.80 12.00 12.20 12.40
m/z 41.00 71.70%
5000
129
29 ‘ a1 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12. 20 12. 40

8270-BF061118.M Thu Jun 14 14:41:21 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On : 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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 11 Pentadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.80 3.57 ng 230832 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 n-Decanoic acid 172 C10H2002 000334-48-5 46
5 Tridecanoic acid 214 C13H2602 000638-53-9 38
Abundance Scan 1779 (12.801 min): BF106426.D (-1777) (-) m/z 43.00 100.00%
43 57 73 d\ﬂNNMANM«JLA\AWMM\rWVMW
5000 N 129
115 185 241 RS AR U
143157171 | 199515227 263 284 12.40 12.60 12.80 13.00 13.20
Obrrr el m/z 73.00 96.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
5]
5000 R SRR DR U
12. 40 12. 60 12. 80 13. 00 13. 20
29 m/z 55.00 86.52%
NELHINIE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
12:40 12,60 12.80 13.00 13.20
5000 129 m/z 57.05 86.24%
97
115 185 241 284

143157171 | 199513227 | 255

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #84453: Tetradecanoic acid B L B e
73 12.40 12.60 12.80 13.00 13.20

m/z 60.00 85.25%
43 5
5000 129
185 228

T7 1115 143157171 ‘ 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00 13. 20

8270-BF061118.M Thu Jun 14 14:41:22 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106426.D

Aca On : 14 Jun 2018 7:29

Operator : JU/SJ

Sample = J3396-06

Misc :

ALS Vial : 39 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 12 9-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.80 ng 199331 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 94
2 Cvclohexadecane 224 C16H32 000295-65-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 1978 (13.971 min): BF106426.D (-1974) (-) m/z 57.00 100.00%
g7
3 139 167 193207 234 13.60 13.80 14.00 1420
ol 188 21283 m/z 83.10  92.71%
m/z--> 50 100 150 200 250 300
Abundance #127770: 9-Eicosene, (E)-
57 83
5000 AR LA BN LS
29 111 13.60 13.80 14.00 14.20
m/z 43.05 83.63%
o I | 1139 168 196 223 252 280
m/z--> 50 100 150 200 250 300
Abundance
55 g3
13.60 13.80 14.00 14.20
5000 m/z 55.00 83.42%
29 111
139 167 196 224
O T T T T T
m/z--> 50 100 150 200 250 300
Abundance #166292: Behenic alcohol B B
55 8 13.60 13.80 14.00 14.20
m/z 97.10 81.79%
29
0 J\ I 111?9 ‘167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 ' 13.60 13.80 14.00 14.20

8270-BF061118.M Thu Jun 14 14:41:22 2018 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061318\
Data File : BF106426.D

Acq On 14 Jun 2018 7:29

Operator : JU/SJ

Sample - J3396-06

Misc :

ALS Vial : 39 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 3.5 ng 167581 1 6.97 947910 20.0
unknown6.75 6.75 64.9 ng 3073920 1 6.97 947910 20.0
Tetracyclo[3.3.1.... 7.14 3.3 ng 157593 1 6.97 947910 20.0
Benzene, 2-etheny... 7.98 4.4 ng 269670 2 8.25 1235160 20.0
Cyclopropanecarbo. . . 8.95 6.5 ng 403490 2 8.25 1235160 20.0
Naphthalene, 1-me... 9.06 5.2 ng 319000 2 8.25 1235160 20.0
unknown9 .92 9.92 2.9 ng 197968 3 10.01 1376590 20.0
Pentadecane 10.90 2.4 ng 155976 4 11.50 1292110 20.0
n-Hexadecanoic acid 12.02 7.1 ng 458556 4 11.50 1292110 20.0
Pentadecanoic acid 12.80 3.6 ng 230832 4 11.50 1292110 20.0
9-Eicosene, (E)- 13.97 3.8 ng 199331 5 14.15 1048590 20.0
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