LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 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-BF063016.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 1.724 11 12 18 rvv 19922 28790 1.21% 0.127%
2 1.850 21 23 32 rvw 190369 268049 11.28% 1.180%
3 1.975 32 34 43 rVB 46893 72059 3.03% 0.317%
4 2.993 121 123 140 rBB 7483 24016 1.01% 0.106%
5 4.947 291 294 299 rBB 181711 229095 9.64% 1.008%

5.382 329 332 334 rVB 2029985 2376820 100.00% 10.462%
6.422 420 423 425 rBV 2237655 2351040 98.92% 10.348%
437 rBV 1943722 2200505 92.58% 9.686%
6.787 453 455 457 rBvV 648664 623174 26.22% 2.743%
6.936 466 468 471 rVB 1323116 1760473 74.07% 7.749%

(@R {cNec R NNe))
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11 7.347 501 504 506 rBV 1619340 1462452 61.53% 6.437%
12 7.393 506 508 510 rVvB 33292 28078 1.18% 0.124%
13 8.068 565 567 569 rBV 1016266 818748 34.45% 3.604%
14 9.142 659 661 664 rBVY 2126032 2160186 90.89% 9.508%
15 9.542 694 696 698 rBvV 134195 164187 6.91% 0.723%

16 9.759 714 715 718 rBV 30849 31160 1.31% 0.137%
17 9.816 718 720 722 rVV 906129 750643 31.58% 3.304%
18 10.262 757 759 760 rVB 35319 27049 1.14% 0.119%
19 10.605 786 789 791 rBvV2 872724 1121199 47.17% 4 _.935%
20 10.731 798 800 804 rvB 42905 52215 2.20% 0.230%
21 11.176 837 839 841 rBvV 73621 67639 2.85% 0.298%
22 11.291 847 849 853 rvv 715118 661297 27.82% 2.911%
23 11.359 853 855 857 rvB2 22927 39437 1.66% 0.174%
24 11.554 871 872 875 rBV 13124 25206 1.06% 0.111%
25 11.599 875 876 879 rvVB 29934 34610 1.46% 0.152%
26 11.828 894 896 898 rvB2 39489 45102 1.90% 0.199%
27 11.896 901 902 907 rVB3 21721 42066 1.77% 0.185%
28 12.011 908 912 915 rBv4 13791 43170 1.82% 0.190%
29 12.239 929 932 933 rBvV2 13395 28204 1.19% 0.124%
30 12.342 939 941 942 rBV 20598 24873 1.05% 0.109%

31 12.502 953 955 957 rBV 101004 126631 5.33% 0.557%
32 12.548 957 959 961 rBV3 36555 43003 1.81% 0.189%
33 12.719 972 974 977 rBV 114400 159461 6.71% 0.702%
34 12.879 986 988 990 rBV 1657060 1607056 67.61% 7.074%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 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-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.119 1007 1009 1011 rBVZ2 33828 37462 1.58% 0.165%
36 13.154 1011 1012 1017 rVV3 28551 63680 2.68% 0.280%
37 13.245 1018 1020 1022 rBV 29826 38954 1.64% 0.171%

38 13.805 1067 1069 1072 rBV2 74339 118101 4._.97% 0.520%
39 13.920 1076 1079 1080 rBV 701897 688516 28.97% 3.031%
40 15.200 1189 1191 1194 rBV 124950 172108 7.24% 0.758%

41 15.314 1199 1201 1203 rVB 370383 411763 17.32% 1.812%
42 15.463 1212 1214 1217 rVB2 125654 187592 7.89% 0.826%
43 15.977 1257 1259 1267 rVB 258807 574850 24.19% 2.530%
44 16.377 1291 1294 1301 rVB 295482 560226 23.57% 2.466%
45 16.903 1338 1340 1343 rVV 96838 163061 6.86% 0.718%

46 16.971 1344 1346 1350 rVB2 105441 205261 8.64% 0.903%

Sum of corrected areas: 22719267
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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\BF070316\

- BF088681.D

- 4 Jul 2016 8:15

- UM/SJ

- H3849-01

- 40 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Propane, 1,1-dimethoxy- Concentration Rank 12

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

1.98 2.31 ng 72059 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 1.3-Dioxolane. 2-(l-methvlethvI)- 116 C6H1202 000822-83-3 9
5 Glycine 75 C2H5NO2 000056-40-6 7

Abundance Scan 34 (1.975 min): BF088681.D (-32) (-) m/z 75.10 100.00%
75
5000 45
\IIIIIIIIIIIIIIIII
39 | 57 1.80 2.00 220 2.40
O e e e e e e e e e e m/z 73.10 71.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 R A LA N
1.80 2.00 220 2.40
m/z 45.10 38.92%
o M P e e s
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
75
180 200 220 2.40
5000 m/z 41.10 27 .95%
31 45
15 59 105
e e S S L S UL SURILL USRI LS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy- A
73 1.80 2.00 220 2.40
m/z 47.05 20.51%
5000
45
29
o I S N -7 A0 101 L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 180 200 220 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.95 7.35 ng 229095 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 294 (4.947 min): BF088681.D (-291) (-) m/z 43.10 100.00%
43
59
5000
101 SNBSS RS SRR
51 | 83 4.60 4.80 5.00 5.20
O e m/z 59.10 61.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LR LI L B
59 460 480 500 520
m/z 101.10 22.11%
31 83 g3 101
O P T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 m/z 58.10 16.62%
43 101
0 15 3 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R o
59 4.60 4.80 5.00 5.20
m/z 41.10 9.01%
5000 41
68
o I so 1) | 126 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.55 Concentration Rank 1

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

6.55 70.62 ng 2200510 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 434 (6.547 min): BF088681.D (-432) (-) m/z 132.00 100.00%
5000 68
0 s % J 50 6w 6% 6k
7 . . . .
ol fe lsus o /7 68.10  49.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 USRS R SN
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.28%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 660 680
5000 m/z 66.10 31.38%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S L B L
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.96%
5000 og 0
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 189 S | ) I
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.18 2.05 ng 67639 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Octacosane 394 C28H58 000630-02-4 86
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 839 (11.176 min): BF088681.D (-837) (-) m/z 57.10 100.00%
57
5000 85
| Lo s w2 10180 1100 1120 1140
oY O O - m/z 71.10 68.65%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 AR U SR DR B
a5 mmnmnmnm
29 m/z 43.10 66.89%
ol k | | J 113 141 169 197 226
m/z--> 55 160 150 200 2éo 360 3éo '
Abundance
57
10,80 11.00 1120 11.40
5000 g5 m/z 85.10 47 . 17%
29
o 113 141 169 197 225 253 281 309 337 365 394
LRI IR WU S UL SRR UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo- A o e R
57 10.80 11.00 11.20 11.40
m/z 41.10 31.22%
5000 85
29 155
o, o e T
m/z--> 50 100 1m 2m 250 300 350 mmnmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 9-Nonadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.43 ng 118101 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 92
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 86
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 80
5 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 70
Abundance Scan 1069 (13.805 min): BF088681.D (-1067) (-) m/z 83.10 100.00%
Il W\’j\w_/w
5000
111
250 AR SRR SR SUN I
l 1139 178 219 274 306 13.40 13.60 13.80 14.00 14.20
o b b s Tl m/z 55.10 89.41%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115903: 9-Nonadecene
55
5000 g R U SR SRR
111 Bmmmmmmmmm
‘ m/z 69.10 83.89Y%
266
0 "L"I H\MH ‘\19‘];67 .|..2.3.8|.‘...|....|....|....|....|
miz--> 0 50 200 250 300 350 400 450
Abundance
43
13.40 13.60 13.80 14.00 14.20
5000 83 m/z 97.10 82.02%
111
o 139167 196 224 267292 321 462 490
rrrTTrTrrTrrrrryTrT T T T T T T T T T T T T T T T T T T T T T T
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107662: n-Heptadecanol-1 A B
55 83 13.40 13.60 13.80 14.00 14.20
m/z 43.10 76.21%
5000 111 ArJVA_\/LN//\//\»NANVAAJA-v’\’”
29
o Al [139 165 210238
miz--> 0 5'0 1(')0 1éo 2(')0 251,0 3(')0 35'30 4(')0 4&1,0 ' 13 40 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 9 5-(7a-lsopropenyl-4,5-dimet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.46 9.11 ng 187592 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(7a-1sopropenvl-4_ 5-dimethvl-o... 290 C20H340 1000193-54-0 53
2 5-Hexen-1-one. 1-(1H-imidazol-4-._. 192 C11H16N20 069393-41-5 18
3 di-t-Butvlacetvlene 138 C10H18 017530-24-4 18
4 3.4-Dihvdrocoumarin. 6-amino-4.4... 191 C11H13NO2 1000128-49-9 14
5 Divinylbis(cyclopropyl)silane 164 C10OH16Si 1000109-95-2 14
Abundance Scan 1214 (15.463 min): BF088681.D (-1212) (-) m/z 191.15 100.00%
95 191
149
5000 67 123
41
AT o o7 355 15.20 15.40 15.60 15.80
247 335 383 : : : :
o . 520314 m/z 95.10 84.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #136492: 5-(7a-1sopropenyl-4,5-dimethyl-octahydroinden-4-y...
191
95
135
5000 41 LR DAL BN B B
69 15.20 15.40 15.60 15.80
163 m/z 81.10 79 .09%
o AL ‘ R U —
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
15,20 15.40 15.60 15.80
5000 69 m/z 177.20 68 .69%
41 123
192
163
e L [ L L s B s LS W
m/z--> 50 100 150 200 250 300 350 400
Abundance #16871: di-t-Butylacetylene R B EERmE R
81 15.20 15.40 15.60 15.80
m/z 109.10 54 .39%
123
5000
41
o+ dﬂﬁﬂ'J'mpg"' NI SN UL BUNLELELAS UL B LR DAL BN B B
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 10 unknownl15.98 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.98 27.92 ng 574850 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 30
2 Anthracene. 9-cvclohexvltetradec... 274 C20H34 055255-70-4 27
3 4-Fluoro-2-trifluromethvlbenzoic... 404 C22H32F402 1000338-50-2 22
4 2.4.7-Pteridinetriamine. 6-methvl- 191 C7H9N7 017539-50-3 22
5 Isophthalic acid, 2,6-dichloroph... 352 C17H14C1204 1000344-61-9 22
Abundance Scan 1259 (15.977 min): BF088681.D (-1257) (-) m/z 191.20 100.00%
191
95
5000 69 123
4 v 15160 1530 16,00 16.20
383 - : : :
ol 217 245267 299 337 362 414 mn/z  95.10 55820
m/z--> 50 100 150 200 250 300 350 400
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine
191
5000 A AR UL UL
15.60 15.80 16.00 16.20
m/z 81.10 50.68%
104 136 164
.1§..5|1..7.7.‘|‘ ‘..“‘.‘,....‘ ————
m/z--> 50 100 150 200 250 300 350 400
Abundance
95 191
41 DN ISR SUNILR SRR I
7 15.60 15.80 16.00 16.20
5000 m/z 177.15 42 .73%
135 274
ol hd Wiy | 61, | 27248 | @
m/z--> 50 100 150 200 250 300 350 400
Abundance #213656: 4-Fluoro-2-trifluromethylbenzoic acid, 4-tetradec... AL o o
191 15.60 15.80 16.00 16.20
m/z 123.10 39.53%
>0 MM
0 29 il 5N7 L 9¥7 1‘12\5 16\3 { 213
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 11 1-Cyclohexene, 1,3,3-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.38 27.21 ng 560226 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 53
2 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 52
3 2.4.7-Pteridinetriamine. 6-methvl- 191 C7HON7 017539-50-3 38
4 Phenol. 3.5-bis(1l.1-dimethvlethvI)- 206 C14H220 001138-52-9 38
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 35
Abundance Scan 1294 (16.377 min): BF088681.D (-1291) (-) m/z 191.20 100.00%
191
200 i m
69 123
a1 103 16.00 16.20 16.40 16.60
218 397 : : :
o 4 Lun°. 299284 310 349369 NP, ' "m/z 95.10  46.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylout-1-en...
191
5000{ 43 RIS SUNILS SR I
16.00 16.20 16.40 16.60
123 149 m/z 81.10 40.76%
69 2O ‘
0.;‘.‘,“.”‘.“.‘.M,“‘.‘.“.N.‘;.‘.“.".... ———————
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16.00 16.20 16.40 16.60
5000! 28 m/z 69.10 31.45%
69 % 1o 03 /—/\\/\J\/\j\,\,\/\,\/_\/
L L (L L UL WL WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #53953: 2,4,7-Pteridinetriamine, 6-methyl- A REEE RS
191 16.00 16.20 16.40 16.60
m/z 123.10 27 .04%
- /fj\\\»—A/V\fvﬂ\xv~\rV\\\NaA,
43 150
Ot “'ﬁ?f g?ﬂlj?"l M ‘I UL AR WU SR U LIS SUNILS SR I
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 12 unknownl16.90 Concentration Rank 9

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

16.90 7.92 ng 163061 Perylene-di12 15.31

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 46
2 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 38
3 5.7a-Etheno-7ah-indol-2(1H)-one.... 349 C25H19NO 117800-57-4 38
4 1H-Inden-1-one. 2.3-dihvdro-5.6-... 206 C12H1403 004082-25-1 38
5 Anthracene, 9-(3-butenyl)- 232 C18H16 097451-55-3 38

m/z 191.15 100.00%

16.60 16.80 17.00 17.20

m/z 95.10 70.58%

T T T T
16.60 16.80 17.00 17.20

m/z 81.10

57 .84%

16.60 16.80 17.00 17.20

m/z 69.10

38.48%

16.60 16.80 17.00 17.20

m/z 205.20

37 .40%

Abundance Scan 1340 (16.903 min): BF088681.D (-1338) (-)
191
95
5000
| 123
41
210 245 0908 337 373 411
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000
43 123 149
6% ] |
o) T P T e —
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
95
5000 43
67
135
o 163 | 212236 264 30333 360
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #183519: 5,7a-Etheno-7ah-indol-2(1H)-one, 1-(9-anthracenyl...
191
5000
349
039 77 115 144165 | 215 256280 320
T e e e
m/z--> 50 100 150 200 250 300 350 400

T T T T
16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088681.D

Aca On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 13 2-Furoic acid, 2-methyloct-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.97 9.97 ng 205261 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furoic acid. 2-methvloct-5-vn-... 234 C14H1803 1000299-23-7 50
2 Anthracene. 9-dodecvltetradecahyv... 360 C26H48 055401-75-7 50
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 50
4 Phenol. 2.4-bis(1l.1-dimethvlethvIl)- 206 C14H220 000096-76-4 45
5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 43
Abundance Scan 1346 (16.971 min): BF088681.D (-1344) (-) m/z 191.20 100.00%
191
95
5000
55 123
163 245 LN BN B I
19 273 208319 344 375 411 16.60 16.80 17.00 17.20
(o} m/z 95.10 66.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #88989: 2-Furoic acid, 2-methyloct-5-yn-4-yl ester
95
5000 UL SR U
101 16.60 16.80 17.00 17.20
m/z 81.10 45 _25%
122
0||||||||1|63|||||2]|-9|| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
95 LN BN BV I
16.60 16.80 17.00 17.20
5000 43 m/z 205.20 35.30%
67
135
o 163 | 215236 264 303 339 360
m/z--> 50 100 150 200 250 300 350 400
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) L L
191 16.60 16.80 17.00 17.20
m/z 109.10 34.19%
5000 57
29
‘ 93 121 149
0II\IL‘\I‘J‘IHL“I\IHJI\LI\I‘\I\JHE‘IJ'?I\QI\\IIII T s A M
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
Data File : BF088681.D

Acq On > 4 Jul 2016 8:15

Operator : UM/SJ

Sample - H3849-01

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Propane, 1,l1-dime... 1.98 2.3 ng 72059 1 6.79 623174 20.0
2-Pentanone, 4-hy... 4.95 7.3 ng 229095 1 6.79 623174 20.0
unknown6 .55 6.55 70.6 ng 2200510 1 6.79 623174 20.0
Hexadecane 11.18 2.0 ng 67639 4 11.29 661297 20.0
9-Nonadecene 13.81 3.4 ng 118101 5 13.92 688516 20.0
5-(7a-l1sopropenyl ... 15.46 9.1 ng 187592 6 15.31 411763 20.0
unknownl15.98 15.98 27.9 ng 574850 6 15.31 411763 20.0
1-Cyclohexene, 1,... 16.38 27.2 ng 560226 6 15.31 411763 20.0
unknownl16.90 16.90 7.9 ng 163061 6 15.31 411763 20.0
2-Furoic acid, 2-... 16.97 10.0 ng 205261 6 15.31 411763 20.0
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