LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

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-BF122116.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 3.990 181 184 188 rBvV 60640 106081 2.38% 0.270%
2 4.721 245 248 259 rVB 1530678 2150356 48.22% 5.471%
3 5.190 287 289 296 rBVY 3227806 3442527 77 .20% 8.758%
4 6.265 380 383 385 rBY 3756674 4459145 100.00% 11.344%
5 6.367 390 392 394 rBVY 4673191 4278333 95.95% 10.884%
6 6.596 409 412 414 rBV 1132954 1106787 24.82% 2.816%
7 6.745 423 425 428 rBVY 2527199 3036801 68.10% 7.726%
8 7.167 459 462 464 rBV 2401319 2526180 56.65% 6.427%
9 7.876 522 524 527 rBVY 1116147 1274512 28.58% 3.242%
10 8.962 616 619 621 rBY 4318633 4061786 91.09% 10.334%

11 9.362 652 654 656 rBv 313986 271738 6.09% 0.691%
12 9.625 675 677 680 rBV 1370448 1385760 31.08% 3.526%
13 10.082 715 717 718 rVB 48487 63092 1.41% 0.161%
14 10.413 744 746 749 rBV2 2025133 2436468 54.64% 6.199%
15 10.551 756 758 761 rBV 104375 132170 2.96% 0.336%

16 10.996 795 797 798 rBvV2 76582 75308 1.69% 0.192%
17 11.099 804 806 809 rBV 1050367 1390395 31.18% 3.537%
18 11.659 853 855 859 rBv2 313824 303911 6.82% 0.773%
19 12.437 921 923 929 rBV 73825 90911 2.04% 0.231%
20 12.539 929 932 934 rVB2 44242 58479 1.31% 0.149%

21 12.688 943 945 948 rVB 2887889 3335702 74.81% 8.486%
22 13.602 1022 1025 1034 rBV 185134 283443 6.36% 0.721%
23 13.728 1034 1036 1039 rBV 950574 1008559 22.62% 2.566%
24 14.231 1077 1080 1086 rBV 57110 116163 2.61% 0.296%

25 14.517 1101 1105 1109 rBV3 19073 48479 1.09% 0.123%
26 14.642 1114 1116 1119 rVV 54059 56937 1.28% 0.145%
27 14.814 1128 1131 1132 rBV 38123 57467 1.29% 0.146%
28 14.837 1132 1133 1138 rVB2 38741 68271 1.53% 0.174%
29 15.088 1152 1155 1158 rBV 733571 850713 19.08% 2.164%
30 15.385 1178 1181 1188 rVB7 14928 45812 1.03% 0.117%
31 15.500 1188 1191 1193 rBV 49163 70569 1.58% 0.180%
32 15.557 1193 1196 1198 rBV3 23491 60581 1.36% 0.154%
33 16.448 1271 1274 1280 rVB3 66786 146524 3.29% 0.373%
34 16.551 1280 1283 1284 rVV 45701 97566 2.19% 0.248%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.586 1284 1286 1291 rVB 117188 226329 5.08% 0.576%
36 16.814 1302 1306 1312 rVB5 42565 113200 2.54% 0.288%
37 17.466 1360 1363 1367 rBV5 19611 69652 1.56% 0.177%

Sum of corrected areas: 39306707
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092214.D

4000000 6.24

5.19

3000000
6.74 717
2000000
4.72

6.60
1000000

3.99 i

o~ S o NSRS | N LU LA

T T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF092214.D

8.96

4000000

3000000 12.69

2000000 10.41

9.62

7.88 11.10
1000000

i 1008 [|1055 110 I 1245 {t 13.6(

A i e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092214.D

4000000
3000000
2000000

3.73
1000000 15.09

\ 14.23 14,69, 6848% J\ 15.28566 1648516 81 17.47

O e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.72 38.86 ng 2150360 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 248 (4.721 min): BF092214.D (-245) (-) m/z 43.00 100.00%
43.0
59.1
5000
o W0 ako am0 sho
83.0 : : : :
Ob il 800 830 | “m/z 59.10  59.45%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R I L
59.0 440 460 480 500
0
150 a0 1010 m/z 101.00 20.35%
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
4.40 460 480 500
5000 m/z 58.00 14 _.79%
101.0
15.0 270 6.0 71.0 A
: 86.0
e S S S SULIULS SUSIL IS IULILS SULI LS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4330: Butane, 1-ethoxy- E Bam e R RaEa
59.0 4.40 4.60 4.80 5.00
31.0 m/z 41.10 9.36%
5000 41.0
73.0
o 120 | mso.o“ | 870 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.37 Concentration Rank 1

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

6.37 77.31 ng 4278330 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 392 (6.367 min): BF092214.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
%00 MO o J 5h0 650 60 Gho 6
01 R e e m/z 68.10 44 .82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R UL LN R
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.56%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 27 .68%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl  REae o R e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.05 17.70%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.q||||]:8|9.|0| I EEREREEEEEEE
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.66 4_.37 ng 303911 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 855 (11.659 min): BF092214.D (-853) (-) m/z 73.00 100.00%
43.0 730
5000 1291
97.1 I
1571 1851 2132 256.3 11,40 11.60 11.80 12.00
O m/z 43.05 84.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
11.40 11.60 11.80 12.00
129.0 m/z 60.00 83.73%
256.0
0 ‘ I ‘ MH \ o 157.0 185.0 2130
m/z--> ﬁolllﬁb """ éo 100 120 140 160 180 200 220 240 260
Abundance
430 730
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.05 67.75%
970 199.0 242.0
157.0
o 1800
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #65562: Tridecanoic acid L i B B
430 | 730 11.40 11.60 11.80 12.00
: m/z 55.05 61.58%
5000
o 129.0 1710 214.0
ok ﬂallhwllqu‘lw\ \ML. .,....,... .,}??.?.. NN 1-% N N e e

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260

11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptafluorobutanoic acid, h... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.60 5.62 ng 283443 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91
Abundance Scan 1025 (13.602 min): BF092214.D (-1022) (-) m/z 57.10 100.00%
57.1

83.1

5000

3

13.20 13.40 13.60 13.80 14.00
m/z 43.05 84.87%

1391 1671

281.0

209.1230.0
o!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

:

5000 AL LN L L L L L L L
13.20 13.40 13.60 13.80 14.00
m/z 55.05 78.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R o R EARE
13.20 13.40 13.60 13.80 14.00
5000 69.0 m/z 83.10 76.91%
97.0

o 1250 1550 1960 2240

WWTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester

-

13.20 13.40 13.60 13.80 14.00
m/z 69.10 73.47%

69.0

5000

125.0

:

153.0 196.0 224.0

T T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.23 2.30 ng 116163 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 87
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 80
3 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 70
4 1-Octadecanol 270 C18H380 000112-92-5 64
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 62
Abundance Scan 1080 (14.231 min): BF092214.D (-1077) (-) m/z 57.10 100.00%
57.1

5000

14.00 14.20 14.40 14.60
m/z 43.10 72.48%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110007: Ethanol, 2-(hexadecyloxy)-
57.0

5000

14.00 14 20 14. 40 14. 60
111.0 m/z 71.05 66.44%
1410 169.0 196.0 224.0 255.0 5gq

31.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57.0
R R REE mE s
14.00 14.20 14.40 14.60
5000 m/z 83.05 54 _.57%
85.0
29.0 111.0

o 1390 1670 196.0 224.0

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

Abundance #139663: 3-Chloropropionic acid, heptadecy! ester R WA B
. 14.00 14.20 14.40 14.60

m/z 55.10 50.36%

5000

139.0 167.0

210.0 238.0 263.0
e IR mm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 7

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

16.45 3.44 ng 146524 Perylene-d12 15.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 58

2 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 55

3 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 52
4 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 47

5 (-)-Tricyclo[6.2.1.0(4,11)]Jundec... 204 Cl15H24 1000154-06-7 46
Abundance Scan 1274 (16.448 min): BF092214.D (-1271) (-) m/z 204.20 100.00%

204.2
135.1
5000
269.2 3913
272 " 16.20 16.40 16.60 16.80_

01 m/z 135.05 69.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #58728: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene

204.0
41.0 91.0 133.0
5000 161.0 L e
16. 20 16.40 16.60 16.80
6710 m/z 133.00 56.21%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
204.0
s e I
16.20 16.40 16.60 16.80
5000 m/z 121.10 52.03%
95.0 161.0
41.0 123.0
7 67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58892: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
iio 161.0  204.0 16.20 16.40 16.60 16.80

m/z 107.00 46.53%

79.0

5000 107.0 135.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.20 16.40 16 60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9-Phenyl-5H-benzocycloheptene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.55 2.29 ng 97566 Perylene-di12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-PhenvIl-5H-benzocvcloheptene 218 C17H14 138089-71-1 52
2 7b-Phenvl-2a.7b-dihvdro-3H-cvclo... 218 C17H14 138089-70-0 50
5-(1-NaphthvD)tricvclol4.1.0.0(2... 218 C17H14 107729-05-5 50
4 4.4.9.9-Tetramethvl-4_ 9-disilatr... 218 C12H18Si2 1000280-67-7 47
5 Anthracene, 9-(2-propenyl)- 218 C17H14 023707-65-5 47
Abundance Scan 1283 (16.551 min): BF092214.D (-1280) (-) m/z 218.20 100.00%
218.2
5000 /\\
95.0121.0

161.0

355.0 16. 20 16. 40 16 60 16. 80
(o} —— m/z 203.10 64 .26%
m/z--> 50 100 150 200 250 300 350
Abundance #68278: 9-Phenyl-5H-benzocycloheptene /\\
218.0

5000 e .... e ....,.
16.20 16.40 16.60 16.80

108.0 m/z 189.10 35.81%

‘ 141 0 189.0
0 .‘. ! \ .‘.‘.‘”H“ ‘ : ‘.“.‘.“l‘ “.““. —
m/z--> 50 150 200 250 300 350
Abundance

218.0

16.20 16.40 16.60 16.80

5000 m/z 59.00 31.01%
108.0 189.0
270 630 141.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #68287: 5-(1-Naphthyl)tricyclo[4.1.0.0(2,7)]hept-3-ene
218.0 16.20 16.40 16.60 16.80

m/z 219.20 24 .85%

5000
108.0

1 St
Al H I

P T B ani ‘\
L A L B s S B B S s B N B B B L L B B L B

T T
m/z--> 50 150 200 250 300 350 16.20 16.40 16.60 16.80

390 65.0

\\\\
Lk L

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Thiophene, 2-ethynyl-5-[(tr... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.59 5.32ng 226329  Perylene-di2 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Thiophene. 2-ethvnvl-5-T(trimeth... 204 C11H12SSi 182323-29-1 50

2 Naphthalene.

4 3H-1.2-Dithiole-3-thione.

1.2.3.4.4a.5.6.8a-0. ..
3 2-1sopropenvl-4a.8-dimethvl-1.2....

5 1,3a-Ethano-3aH-indene,

204 C15H24

204 C15H24

5-tert... 204 C8H12S3
1,2,3,6,... 204 C15H24

000473-13-2 49
1000193-57-0 43
013120-76-8 43
004545-68-0 43

Abundance Scan 1286 (16.586 min): BF092214.D (-1284) (-) m/z 189.15 100.00%
189.2
95.0
5000
35.1
41.0 2312 AR an s SRS AT S
283.1 425.4 16.20 16.40 16.60 16.80 17.00
o N 1 T N N m/z 177.10  72.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58302: Thiophene, 2-ethynyl-5-[(trimethylsilyl)ethynyl]-
189.0
5000
16.20 16.40 16.60 16.80 17.00
m/z 204.15 62.42%
43.0 950 135.0 ‘
Ot b A
m/z--> 50 100 150 200 250 300 350 400
Abundance
189.0
93.0 e
41.0 16.20 16.40 16.60 16.80 17.00
5000 133.0 m/z 95.05 53.77%
O B e e L e e e o o R A J\ANﬁdAVJ\Vﬂ/\wxmm
m/z--> 50 100 150 200 250 300 350 400
Abundance #58780: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa... B A
189.0 16.20 16.40 16.60 16.80 17.00
0
107.0 m/z 109.10 38.04%
5000
T 1477 y\‘//\/\//\m
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80 17.00

8270-BF122116.M Fri
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011217\
Data File : BF092214.D

Aca On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4,6,6-Trimethyl-2-(3-methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.81 2.66 ng 113200 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 64
2 7-Oxabicvclol4.1.0lheptane. 2.2.... 218 C15H220 070038-20-9 49
3 Acetic acid. 3-hvdroxv-7-isoprop... 278 C17H2603 1000187-37-6 38
4 6-l1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 38
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 25
Abundance Scan 1306 (16.814 min): BF092214.D (-1302) (-) m/z 218.20 100.00%
43.0 218.2

107.1

5000

552 3033 AVASE SN 5
16.40 16.60 16.80 17.00 17.20

m/z 43.05 87.97%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #68224: 4,6,6-Trimethyl-2-(3-methylbuta-1,3-dienyl)-3-oxat...

16.40 16.60 16.80 17.00 17.20
m/z 107.05  75.58%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
119.0 R e e e
16.40 16.60 16.80 17.00 17.20
5000 91.0 m/z 95.00 75.23%
218.0
67.0 147.0 175.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105184: Acetic acid, 3-hydroxy-7- |sopropeny| 1,4a-dimethy... B o e e
43.0 95.0 218. 16.40 16.60 16.80 17.00 17.20

m/z 55.05 55.32%

5000

260.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 40 16. 60 16. 80 17. 00 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011217\
Data File : BF092214.D

Acq On : 12 Jan 2017 18:17

Operator : UM/SJ

Sample : 11029-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.72 38.9 ng 2150360 1 6.60 1106790 20.0
unknown6 .37 6.37 77.3 ng 4278330 1 6.60 1106790 20.0
n-Hexadecanoic acid 11.66 4.4 ng 303911 4 11.11 1390400 20.0
Heptafluorobutano... 13.60 5.6 ng 283443 5 13.73 1008560 20.0
Ethanol, 2-(hexad... 14.23 2.3 ng 116163 5 13.73 1008560 20.0
1,1,4a-Trimethyl-_.. 16.45 3.4 ng 146524 6 15.09 850713 20.0
9-Phenyl-5H-benzo... 16.55 2.3 ng 97566 6 15.09 850713 20.0
Thiophene, 2-ethy... 16.59 5.3 ng 226329 6 15.09 850713 20.0
4,6,6-Trimethyl-2_.. 16.81 2.7 ng 113200 6 15.09 850713 20.0
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