LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF041516.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 2.144 3 5 23 rvVB 165974 540789 7 .80% 0.779%
2 5.070 259 261 267 rBV 115744 165374 2.39% 0.238%
3 5.482 294 297 299 rBVY 4018927 3791962 54.72% 5.465%
4 5.824 325 327 330 rVB 380945 497129 7.17% 0.717%
5 6.144 352 355 358 rVB2 43968 69673 1.01% 0.100%
6 6.430 378 380 381 rBV 54273 91371 1.32% 0.132%
7 6.510 384 387 389 rBVY 3045992 2781189 40.14% 4 _.009%
8 6.659 397 400 402 rBVY 5625056 6069397 87 .59% 8.748%
9 6.727 402 406 410 rvB4 49701 108989 1.57% 0.157%
10 6.887 418 420 423 rBVY 1509434 1750438 25.26% 2.523%

11 7.047 432 434 436 rVV 5020270 5366941 77.45% 7.735%
12 7.173 438 445 447 rBV3 63928 156121 2.25% 0.225%
13 7.287 453 455 457 rBvV 99463 102460 1.48% 0.148%
14 7.459 467 470 472 rBV 4582605 5009939 72.30% 7.221%
15 7.539 475 477 479 rVB2 163957 239676 3.46% 0.345%

16 7.596 479 482 486 rBV2 69057 159793 2.31% 0.230%
17 7.699 486 491 494 rVB5 70917 183134 2.64% 0.264%

18 7.836 501 503 504 rBvV 67246 72221 1.04% 0.104%
19 7.893 507 508 514 rVB3 46881 93741 1.35% 0.135%
20 8.042 519 521 523 rBV 65561 85767 1.24% 0.124%

21 8.179 531 533 534 rBV 2750071 2383363 34.39% 3.435%
22 8.202 534 535 536 rvv 211784 156085 2.25% 0.225%
23 8.248 536 539 540 rvv2 74631 82221 1.19% 0.119%
24 8.282 540 542 545 rVB3 64019 103617 1.50% 0.149%
25 8.888 592 595 597 rvB2 107937 136264 1.97% 0.196%

26 8.991 600 604 606 rvv 132103 142246 2.05% 0.205%

27 9.208 621 623 625 rBvV 80786 72365 1.04% 0.104%
28 9.253 625 627 630 rvVB 5229797 6929511 100.00% 9.987%
29 9.345 632 635 637 rBv4 42749 95829 1.38% 0.138%

30 9.425 640 642 645 rvv2 140429 219047 3.16% 0.316%

31 9.516 647 650 652 rBv2 57139 100901 1.46% 0.145%
32 9.562 652 654 655 rBv 258793 224019 3.23% 0.323%
33 9.596 655 657 660 rvv3 67072 115512 1.67% 0.166%
34 9.642 660 661 664 rBv3 361366 587176 8.47% 0.846%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.688 664 665 669 rvB2 298191 268261 3.87% 0.387%

36 9.745 669 670 672 rBv2 65390 76756 1.11% 0.111%
37 9.791 672 674 677 rBV 656368 767207 11.07% 1.106%
38 9.871 678 681 683 rVvB3 99462 144046 2.08% 0.208%
39 9.939 684 687 690 rvv2 4399789 5765273 83.20% 8.309%
40 10.042 694 696 700 rvv4 55386 105887 1.53% 0.153%

41 10.111 700 702 703 rBv2 116833 182969 2.64% 0.264%
42 10.133 703 704 708 rvB2 225903 272001 3.93% 0.392%
43 10.202 708 710 712 rBV3 62744 104084 1.50% 0.150%
44 10.305 718 719 721 rBV2 59806 77432 1.12% 0.112%
45 10.339 721 722 724 rBv2 100199 159605 2.30% 0.230%

46 10.591 742 744 747 rVB 240872 255312 3.68% 0.368%
47 10.716 752 755 757 rBV 3136582 3266054 47.13% 4.707%
48 10.854 765 767 770 rBV 345293 489754 7.07% 0.706%
49 11.139 788 792 795 rBV3 217742 576487 8.32% 0.831%
50 11.322 806 808 811 rVvB 611669 580428 8.38% 0.837%

51 11.414 814 816 818 rBV 2081909 1939789 27.99% 2.796%
52 11.676 836 839 840 rBV 163253 253156 3.65% 0.365%
53 11.939 861 862 865 rBv2 187033 338320 4._.88% 0.488%
54 12.042 867 871 872 rvv3 203390 441253 6.37% 0.636%
55 12.099 874 876 878 rvV 193746 208349 3.01% 0.300%

56 12.408 901 903 905 rBV 519830 681107 9.83% 0.982%
57 12.625 920 922 923 rBV 554118 716592 10.34% 1.033%
58 13.002 953 955 957 rBvV 2731081 3048533 43.99% 4.394%
59 16.237 1236 1238 1248 rVB 1954763 4356087 62.86% 6.278%
60 16.660 1273 1275 1282 rVB 1468321 3805318 54.91% 5.485%

61 17.231 1323 1325 1328 rVB 1023748 1817685 26.23% 2.620%

Sum of corrected areas: 69382005
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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\BF041516\

BF086224.D

15 Apor 2016 18:51

UM/SsJ

H2532-01

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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TIC: BF086224.D
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Time-->
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TIC: BF086224.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Propane, 1,1-dimethoxy- Concentration Rank 8

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

2.14 6.18 ng 540789 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 38
3 Propane. 1l.l1-dimethoxv-2-methvl- 118 C6H1402 041632-89-7 36
4 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 14
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10

Abundance Scan 5 (2.144 min): BF086224.D (-3) (-) m/z 75.10 100.00%
79.1
5000 451 j\
| s 1051 1220 2.30 2.40 250 2.60
ottt e m/z 73.10 70.26%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
5000 290 RS U I I
220 2.30 2.40 2.50 2.60
m/z 45.10 37 .09%
| 57.0 | 870 1030
O'W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"
m/z--> 60 70 80 90 100 110 120
Abundance
75.0
1220 2.30 2.40 250 2.60
5000 m/z 41.10 28 .56%
31.0 47.0 57.0 89.0
0"|""|""|""|""|""|""|"“;""%Q%9'|"%%%9"'
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8594: Propane, 1,1-dimethoxy-2-methyl- e e e~
75.0 220 2.30 2.40 2.50 2.60
m/z 47.10 15.17%
5000
87.0
55.0
31.0
o N ﬁ'? ‘ ‘ 103.0 117.0
m/z--> 20 3'0 4 50 60 7'0 8IO 90 100 110 120 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Ethanol, 2-butoxy- Concentration Rank 11

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

5.82 5.68 ng 497129 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 83
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 50
3 3.3-Dimethvilbutane-2-ol 102 C6H140 000464-07-3 42
4 Propanoic acid. 2-methvipropvl e... 130 C7H1402 000540-42-1 32
5 n-Butyl ether 130 C8H180 000142-96-1 16

Abundance Scan 327 (5.824 min): BF086224.D (-325) (-) m/z 57.10 100.00%
57.1
5000 45.1
87.1 USRS SRR SRR L
75.1 100.1 540 560 5.80 6.00 6.20
e = = S e e s e = S m/z 45.10 42 .66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8549: Ethanol, 2-butoxy-
57.0
5000
45.0 540 5.60 5.80 6.00 6.20
29.0 87.0 m/z 41.10 36.57%
0 18\'0 . ‘ 1 in \75\.0 109'0 118.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
57.0
45.0
5.40 560 5.80 6.00 6.20
5000 m/z 87.10 17 .25%
29.0 75.0
18.0 87.0 100.0
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4370: 3,3—Dimethy|butane—2—0| | LI DL LA B N R
450 570 540 560 5.80 6.00 6.20
m/z 56.10 7.96%
5000 69.0 70
29.0
| | \‘\ il . 10?'0
G s R R RS S RS RS AR RN SRR BERRN SRR USRS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00 6.20

8270-BF041516.M Mon Apr 18 18:37:28 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 3 unknown6.66 Concentration Rank 1

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

6.66 69.35 ng 6069400 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 400 (6.659 min): BF086224.D (-397) (-) m/z 132.10 100.00%
13p.1
5000 68.0
96.1 U SRR UL UL SR
40.1 54.1 6.40 6.60 6.80 7.00
0 82 L m/z 68.05 42.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U SR UL UL SR
6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.41%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 660 6.80 7.00
5000 m/z 66.10 28.43%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e A e e  RRAE
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.30%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T TS
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:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Hexanoic acid, 2-ethyl- Concentration Rank 18

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

7.54 2.01 ng 239676 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 53
2 Heptanoic acid. ethvl ester 158 C9H1802 000106-30-9 47
3 Pentanoic acid. 2.4-dimethvl-. m... 144 C8H1602 071672-33-8 47
4 9-Decenoic acid. 2.4-dimethvl-., ... 212 C13H2402 031183-23-0 43
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 43

Abundance Scan 477 (7.539 min): BF086224.D (-475) (-) m/z 73.10 100.00%
731 881
411 g5
5000
101.1
1161 1362 154.2 7.20 7.40 7.60 7.80
o} m/z 88.10 90.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20009: Hexanoic acid, 2-ethyl-
73.0 88.0
5000 NS RARR AR RS
410 57.0 7.20 7.40 7.60 7.80
290 ‘ 101.0 116.0 m/z 41.10 66.79%
ohts0 e ) 80 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0 88.0
29.0 720 7.40 7.60 7.80
5000 60.0 m/z 55.10 62.79%
73.0 101.0113.0
0 131.0 158.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20140: Pentanoic acid, 2,4-dimethyl-, methy! ester A B e ]
88.0 7.20 7.40 7.60 7.80
m/z 43.10 58.24%
43.0
5000
101.0
‘ °10 690 ‘ 113.0
O'W"“I“"P'“I'“'Pjﬁh'“JPh"'k‘u“"l'“l“l'P}ﬁﬁg'ﬁ%ﬁgv"W'“ AR I L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknown9.79 Concentration Rank 15

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

9.79 2.66 ng 767207 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol6.1.0.00(2.4).0(5.7)1In... 204 C15H24 051898-92-1 25
2 Acetophenone. 3"-allvl-4"-hvdroxv- 176 C11H1202 001132-05-4 15
3 I1.2.51-Thiadiazolol3.4-Hlauinol... 203 C9H5N30S 059526-02-2 15
4 2-Ouinolinol. 1-oxide 161 COH7NO2 010285-97-9 14
5 Benzoic acid, 4-(1,1-dimethyleth... 204 C13H1602 015484-80-7 14

Abundance Scan 674 (9.791 min): BF086224.D (-672) (-) m/z 161.20 100.00%
16[.2
94.1
5000
9.40 9.60 9.80 10.00 10.20
(o} m/z 94.10 72 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58915: Tetracyclo[6.1.0.0(2,4).0(5,7)]nonane, 3,3,6,6,9,9-...
161.0
5000 )
410 910 119.0 9.40 9.60 9.80 10.00 10.20
69.0 ‘ 189.0 m/z 203.20 58.21%
o) M- I .U. "I — ‘.“. I IHI‘I IHIHI . IM. I .“.‘.‘.‘ i" .1‘#.6.'0.“‘& - ‘. S .‘. .ZQ.G."?. e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
161.0
9.40 9.60 9.80 10.00 10.20
5000 43.0 m/z 79.10 48.48%
77.0
15.0 103.0  133.0
0"”I"'W""P"'P"'P'"P"'I”"I'}Z&Q”'I'”'I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58109: [1,2,5]-Thiadiazolo[3,4-H]quinolin-6-ol RS e B
175.0 208.0 9.40 9.60 9.80 10.00 10.20
m/z 91.10 42 . 47%
5000
148.0
64.0 88.0
45.0 “ | 160
o) M— o L |H‘lH|“|“H‘|‘|“|“N“|“l‘ ! " |H‘i‘= |“‘l‘. lehihl sy | ‘IMI\ A ""l‘l rr l\ A
m/z--> 200 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 Dodecane, 2,7,10-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.85 5.05 ng 489754 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
2 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 78
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 78
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 78
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
Abundance Scan 767 (10.854 min): BF086224.D (-765) (-) m/z 57.10 100.00%
57.1
5000 AN_NAAVVWKAJAywAJA,-~JA
85.2
113.2 10,60 10.80 11.00 11.20
183.2 : : : :
N .J'..,-!...‘l..!l.,~.‘.1.f‘1..2].,.... pe2122 2448 B8 Ths7 71.20  78.21%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320
Abundance #64587: Dodecane, 2,7,10-trimethyl-
57.0
5000 L SN UL L R
10,60 10.80 11.00 11.20
29.0 85.0 m/z 43.10 49.30%
o ‘ L 80440 1830
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.15 29.41%
85.0 112.0

168.0
140.0 211.0 239.0

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64591: Dodecane, 2,6,11-trimethy!l- T
57.0 10.60 10.80 11.00 11.20
m/z 41.10 22.70%
5000 85.0
29.0 113.0
byl b A A AL IR0170 et | | et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 wunknownll.14 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.14 5.94 ng 576487 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvlthiocarbamic acid. S... 249 C14H19NOS 1000196-46-8 28
2 Methvl 4-methoxv-4.8.12-trimethyvy... 300 C18H3603 1000140-87-8 10
3 4-Methvl-5-methoxv-1.2.4-triazol... 145 C4H7N30S 066870-16-4 9
4 1.3.4-Thiadiazol-2-amine. 5-meth... 145 C4H7N30S 054836-75-8 9
5 Benzonitrile, 4-(dimethylamino)- 146 C9H10N2 001197-19-9 9
Abundance Scan 792 (11.139 min): BF086224.D (-788) (-) m/z 145.00 100.00%
145.0
5000 l
43.1
852 229.2 10.80 11.00 11.20 1140
205.0 ““7"“251.1 : . . :
o s 1212 182.2 m/z 43.10 27.72%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87712: N,N-Dimethylthiocarbamic acid, S-(1-phenyl-3-methy...
145.0
5000 SRR SURLLE B B
220 mmnmnmnm
’ m/z 85.15 17 .33%
oL 20 ‘ L8800 | 170 2060 2490
m/z--> ﬁo Jo éo 80 100 120 150 160 180 200 220 240 2éo 2éo
Abundance
145.0
10.80 11.00 11.20 1140
m/z 84.10 16.01%
5000 500 0
85.0
113.0 213.0
0 269.0 J\A/\/‘A/LL\’N
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20412: 4-Methyl-5-methoxy-1,2,4-triazole-3-thione s B
145.0 10.80 11.00 11.20 11.40
m/z 144.00 15.44%
N J/\Jb
28.0 60.0
86.0 112.0
01 T T T
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10%0 1100 1120 1140 '

8270-BF041516.M Mon Apr 18 18:37:32 2016 Page: 10



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF041516\
BF086224.D

15 Apr 2016 18:51

UM/SJ

H2532-01

7 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

113.2
141.2 161.1 183.2 210.2

242.2

Peak Number 9 Dodecane, l1l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.32 5.98 ng 580428 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. l-iodo- 296 C12H251 004292-19-7 78
2 Tridecane. 3-methvl- 198 C14H30 006418-41-3 74
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 68
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 808 (11.322 min): BF086224.D (-806) (-) m/z 57.10 100.00%
57.1
5000 J\_VA,AV~,N,fAp\ﬂ~v-ffLJ““
I I I I I

11.00 11.20 11.40 11.60

o m/z 71.20 88.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114972: Dodecane, 1-iodo-
57.0
5000 85.0 R e e  EEmm mm
11.00 11.20 11.40 11.60
0.0 m/z 43.10 48 .85%
155.0
L 130 10 g
Ot e e e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
R RREEEE RS EE
11.00 11.20 11.40 11.60
5000 m/z 85.20 45 .83%
29.0
85.0
1130 1400 1690 198.0
O L o o e LA L s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64587: Dodecane, 2,7,10-trimethyl- R A B
57.0 11.00 11.20 11.40 11.60
m/z 41.10 22 .89%
5000
29.0 85.0
0 \‘ ‘ ‘ il ‘ \11‘:\30\1410 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11. 20 11. 40 11.60

8270-BF041516.M Mon Apr 18 18:37:32 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 11 Anthracene, 1l-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.49 ng 338320 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 74
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 62
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 44
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 38
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 38
Abundance Scan 862 (11.939 min): BF086224.D (-861) (-) m/z 43.10 100.00%
43.1 73.1 192.2
5000
LA SUNRRA SRR B
2132 9473 11.60 11.80 12.00 12.20
Ol el Zit4 "m/z 41.10  93.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50609: Anthracene, 1-methyl-
192.0
5000 L L SURBLL BN B B
nmumnmnm
83.0 165.0 m/z 73.10 93.01%
ol 15.0 39.0 62.0 115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
1160 11.80 12,00 12.20
5000 m/z 192.20 84 .58Y%
96.0
0 39.0 63.0 139.0 1650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50627: Phenanthrene, 2-methyl- AR R EE M
192.0 11.60 11.80 12.00 12.20
m/z 57.15 82.40%
o M/\J/A
.0
| 39.0 63.0 115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11%0 1180 1200 1220 '

8270-BF041516.M Mon Apr 18 18:37:33 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 12 2-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.04 4_.55 ng 441253 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Tetracosane 338 C24H50 000646-31-1 83
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 871 (12.042 min): BF086224.D (-867) (-) m/z 57.15 100.00%
57.1
5000 85.2 \NFJ\\f»~««v““fAJth~ﬁﬁv_J\\N/
13.2 LR SUNILN SURIULN SN S
141.2 192.2 11.80 12.00 12.20 12.40
 — -.| A Jl ol 2282 29832884 0 Tnzz 71.20  76.17%
m/z--> 50 150 200 250 300 350
Abundance #86886: 2-Bromo dodecane
57.0
5000 LR UL BRI U B
85.0 1180 12.00 12.20 12,40
29% m/z 43.10 63.69%
: ‘ 113.0 169.0
bl by [Taa00 T 80
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
"' 11/80 12.00 12.20 12.40
5000 85.0 m/z 85.20 51.89%
2.0 113.0141.0
o -0169.0197.0225.0253.0 281.0309.0 338.0
m/z--> 55 160 150 260 2éo 300 3%0
Abundance #141774: Hexadecane, 1-iodo- LA L L L L
57.0 11.80 12.00 12.20 12.40
m/z 41.10 21.78%
85.0
5000
225.0
113.0
L 29 } | | 1016901060 | 352.0
e o S T e e e T R S R o
m/z--> m 100 150 200 250 300 350 1mmmmnmuo

8270-BF041516.M Mon Apr 18 18:37:34 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 13 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.10 2.15 ng 208349 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Tetradecane, 6,9-dimethyl- 226 Cl16H34 055045-13-1 72

Abundance Scan 876 (12.099 min): BF086224.D (-874) (-) m/z 57.20 100.00%

57.2

5000
1191 e 50 B o
141.2 169.2 2243  260.3 288.4 : : :
0 ,....,...-|., 1951 m/z 71.20 97.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73968: Hexadecane
57.0
5000 850 lllllllllll llll|llll|
11. 80 12. 00 12.20 12.40
m/z 85.20 65.82%
,,,,,,,,,, R e ARARRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T
11.80 12.00 12.20 12.40
5000 85.0 m/z 43.15 59.79%

E

113.0
o 141.0  183.0 211.0 239.0 267.0 296.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91036: Octadecane R A REEam B S
57.0 11.80 12.00 12.20 12.40
m/z 41.10 27 .34%
5000 85.0 M\’J
29.0 40
LA h (M39 1410 160.0 197.0 2050 254.0
e L L m S R s - A e o
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40

8270-BF041516.M Mon Apr 18 18:37:34 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 14 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.41 7.02 ng 681107 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 903 (12.408 min): BF086224.D (-901) (-) m/z 57.15 100.00%
57.1
5000 85.2
UL ] 92 100 1002 2030 sasa s7as sons 1200 1220 1240 12060 1250
o.npnupn,.Mwn.m”““.”p”w.”.h..””..”.”..”w”.w”. m/z 71.20 62 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107651: Eicosane
57.0
5000 UL UL B U B
85.0 12. oo 12 20 12. 40 12. 60 12. 80
29.0 m/z 43.10 46.25%
o L 801410 169.0 197.0 2250 2530 2620
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 240 260 280 360
Abundance
57.0
650 12.00 12.20 12.40 12.60 12.80
5000 ' m/z 85.20 36.96%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36190: Decane, 3,8-dimethyl- I RREEEEEES T
57.0 12.00 12.20 12.40 12.60 12.80
m/z 41.10 21.66%

85.0
5000
113.0 141.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12 20 12. 40 12. 60 12. 80

8270-BF041516.M Mon Apr 18 18:37:35 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 15 Pentadecane, 8-heptyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.63 7.39 ng 716592 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 72
2 Hexadecane 226 C16H34 000544-76-3 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 68
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 64
Abundance Scan 922 (12.625 min): BF086224.D (-920) (-) m/z 57.15 100.00%
57.1
- M
w02 T e e e o
41.2 . . . .
ol AL 2002 g 247827783064 0 Tn/z 71.20  86.21%
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8-heptyl-
57.0
5000 R BN SR SURIUBA SUMS
12.40 12.60 12.80 13.00
99.0 m/z 43.10 52.92%
27.0 ‘ T 1410 210.0
o I Lo 1700 TT239.0 309.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
1240 1260 12.80 13.00
5000 m/z 85.20 38.66%
99.0
o 27.0 141.0 183.0 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane AR Baa T e
57.0 12.40 12.60 12.80 13.00
m/z 55.10 26.13%
5000 /ANJ«J¢\/-’fVV/va¢F/VWJF
27.0 90 1m0
o 2o Ly [y, 7410 1830 2250 267.0 3230  380.0 e —
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00

8270-BF041516.M Mon Apr 18 18:37:36 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 16 28-Nor-17.beta.(H)-hopane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.24 20.00 ng 4356090 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 53
2 _.beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 42
3 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 38
4 5-(7a-Isopropenvl-4.5-dimethvl-o... 290 C20H340 1000193-54-0 38
5 Propanamide, N-(2,3-dihydro-3-me... 220 C11H12N20S 332413-15-7 27
Abundance Scan 1238 (16.237 min): BF086224.D (-1236) (-) m/z 191.30 100.00%
191.3
5000 95.2
411 J 36.2 ‘ R SRR BN BURRN SUMS
3835 16.00 16.20 16.40 16.60
ol | Ak 2853 8134 UG 43354765 | Tnyz 177.20  41.29%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156125: 28-Nor-17.beta.(H)-hopane
191.0
5000 LI B UL BN SO
109.0 16.00 16.20 16.40 16.60
398.0 m/z 95.20 40.01%
m 9.0 260.0 350 |
Ouuuluuuu“ “ .‘.”‘.|.‘...l....|....|...‘.|....|....|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
191.0
1600 16.20 16.40 16.60
5000/28.0 m/z 81.10 35.41%
950 135.0
e L L UL UL U L S WL L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen AN EEa TS e S
191.0 16.00 16.20 16.40 16.60
m/z 123.20 30.79%
5000
43.0 149.0
OII\I“I “.““““‘”ﬁ.”.\.lll....l....|....|....|....|....| R mmE
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60

8270-BF041516.M Mon Apr 18 18:37:36 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 17 _beta.-iso-Methyl ionone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.66 17.47 ng 3805320 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-i1so-Methvl ionone 206 C14H220 1000285-40-2 58
2 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 50
3 (7a-l1sopropenvl-4_.5-dimethvlocta... 222 C15H260 1000187-02-9 42
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 37
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 35
Abundance Scan 1275 (16.660 min): BF086224.D (-1273) (-) m/z 191.30 100.00%
.3
15ms s 374 ssnesons || 1640 1660 1680 1700
0 : ; : . - m/z 95.20 42 . 77%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000280 LA L L L L L L L LB
mmmmmmﬂm
950 1350 m/z 81.10 37.16%
0 I R e S ‘l‘....|....|....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
191.0
" 16.40 16.60 16.80 17.00
m/ 69.10 26 .46Y%
5000 109.0 z 0
149.0
260.0 855.0 398.0
-~ -7
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4%0 560
Abundance #71014: (7a-Isopropenyl-4,5-dimethyloctahydroinden-4-ylyme... e EAEE EE
191.0 16.40 16.60 16.80 17.00
95.0 m/z 123.20 25.21%
135.0
0 R B e A B
m/z--> 50 100 150 200 250 300 350 400 450 500 1640 1660 1680 1700

8270-BF041516.M Mon Apr 18 18:37:37 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086224.D

Aca On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 unknownl7.23 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.23 8.35 ng 1817690 Perylene-di12 15.52
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 38
2 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 35
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 35
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 32
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 27
Abundance Scan 1325 (17.231 min): BF086224.D (-1323) (-) m/z 191.25 100.00%
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Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... R AR RRRES T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
Data File : BF086224.D

Acq On : 15 Apr 2016 18:51

Operator : UM/SJ

Sample : H2532-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516_.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]
Propane, 1,1-dime... 2.14 6.2 ng 540789 1 6.89 1750440 20.0
Ethanol, 2-butoxy- 5.82 5.7 ng 497129 1 6.89 1750440 20.0
unknown6 .66 6.66 69.3 ng 6069400 1 6.89 1750440 20.0
Hexanoic acid, 2-... 7.54 2.0 ng 239676 2 8.18 2383360 20.0
unknown9.79 9.79 2.7 ng 767207 3 9.93 5765270 20.0
Dodecane, 2,7,10-... 10.85 5.0 ng 489754 4 11.41 1939790 20.0
unknownll.14 11.14 5.9 ng 576487 4 11.41 1939790 20.0
Dodecane, 1l-iodo- 11.32 6.0 ng 580428 4 11.41 1939790 20.0
Anthracene, 1l-met... 11.94 3.5 ng 338320 4 11.41 1939790 20.0
2-Bromo dodecane 12.04 4.5 ng 441253 4 11.41 1939790 20.0
Hexadecane 12.10 2.1 ng 208349 4 11.41 1939790 20.0
Eicosane 12.41 7.0 ng 681107 4 11.41 1939790 20.0
Pentadecane, 8-he... 12.63 7.4 ng 716592 4 11.41 1939790 20.0
28-Nor-17.beta.(H... 16.24 20.0 ng 4356090 6 15.52 4356090 20.0
-beta.-iso-Methyl... 16.66 17.5 ng 3805320 6 15.52 4356090 20.0
unknownl7.23 17.23 8.3 ng 1817690 6 15.52 4356090 20.0
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