LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080927.D

Aca On > 7 Aug 2015 15:20

Operator : TP/UM

Sample : G3083-18

Misc :

ALS Vial : 12 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-BF080715.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 4.967 249 252 254 rBV 678882 920861 16.53% 0.958%
2 5.390 286 289 291 rBV 1224165 1201953 21.58% 1.251%
3 6.464 378 383 385 rBV2 1653951 3177691 57.05% 3.307%
4 6.590 388 394 397 rVV3 1629934 3790268 68.05% 3.944%
5 6.807 411 413 415 rBV 380864 302796 5.44% 0.315%
6 6.967 424 427 430 rBvV2 1007801 1536348 27.58% 1.599%
7 7.070 433 436 442 rVB2 1030504 2637233 47 .35% 2.744%
8 7.230 447 450 453 rBV 1151995 1473267 26.45% 1.533%
9 7.379 460 463 465 rBV 742283 908039 16.30% 0.945%
10 7.642 483 486 489 rBV 2142283 2628426 47 .19% 2.735%

11 7.710 490 492 495 rVB 572183 589275 10.58% 0.613%
12 7.847 502 504 506 rvB 729554 693888 12.46% 0.722%
13 8.042 518 521 523 rBV 2025118 1944609 34.92% 2.024%
14 8.122 523 528 530 rvB2 1880791 2137441 38.38% 2.224%
15 8.236 536 538 541 rvVB 1202135 1150239 20.65% 1.197%

16 8.647 571 574 576 rBV 932997 1191182 21.39%% 1.240%
17 8.807 585 588 591 rBV 1871518 2001878 35.94% 2.083%
18 9.082 609 612 614 rBV 1091591 1497811 26.89%% 1.559%
19 9.127 614 616 618 rvv 1823680 2199878 39.50% 2.289%
20 9.173 618 620 622 rVB 1733633 1536771 27.59% 1.599%

21 9.299 628 631 633 rVB 2453544 2335301 41.93% 2.430%
22 9.585 653 656 657 rBvV 39029 56903 1.02% 0.059%
23 9.642 657 661 663 rvv 1955113 2343114 42.07% 2.438%
24 9.710 664 667 669 rBY 1118811 1061998 19.07% 1.105%
25 9.847 676 679 681 rBvV 549088 469249 8.43% 0.488%

26 10.065 693 698 700 rvB2 3311054 5569544 100.00% 5.796%
27 10.396 724 727 729 rVB 3607491 3736868 67.09% 3.889%
28 10.625 745 747 750 rvB2 780768 1055321 18.95% 1.098%
29 10.888 766 770 772 rBV 3208653 3674152 65.97% 3.823%
30 10.945 772 775 777 rVB 688787 731295 13.13% 0.761%

31 11.128 789 791 794 rBV 1055680 1264825 22.71% 1.316%
32 11.322 806 808 811 rBV 572921 498573 8.95% 0.519%
33 11.413 812 816 818 rBV 3212452 3640025 65.36% 3.788%
34 11.905 856 859 862 rVB 3451874 3961669 71.13% 4.123%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080927.D

Aca On > 7 Aug 2015 15:20

Operator : TP/UM

Sample : G3083-18

Misc :

ALS Vial : 12 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-BF080715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.145 878 880 882 rvB 149543 145346 2.61% 0.151%

36 12.533 912 914 917 rBV 1326570 1276989 22.93% 1.329%
37 12.682 925 927 929 rBV 70358 57785 1.04% 0.060%
38 12.773 931 935 937 rVV 2999313 3757474 67.46% 3.910%
39 12.911 944 947 949 rBV 1968410 1871490 33.60% 1.948%
40 13.391 986 989 992 rBV 2602020 3106459 55.78% 3.233%

41 13.871 1028 1031 1035 rBV3 32089 113957 2.05% 0.119%
42 13.951 1035 1038 1040 rVvv2 2070866 3524347 63.28% 3.668%
43 14.008 1040 1043 1045 rVvB 2832001 4764377 85.54% 4.958%
44 14.557 1089 1091 1094 rBV 1299393 1421708 25.53% 1.479%
45 14.797 1110 1112 1115 rVB 148504 155431 2.79% 0.162%

46 14.979 1123 1128 1129 rBV 1648166 3391389 60.89% 3.529%
47 15.014 1129 1131 1133 rVB 2262886 2766703 49.68% 2.879%%
48 15.311 1153 1157 1159 rBV 1132370 1498649 26.91% 1.560%
49 15.357 1159 1161 1164 rVB 285260 424424 7.62% 0.442%
50 16.740 1275 1282 1285 rBV 851619 2177321 39.09% 2.266%

51 17.151 1310 1318 1321 rBV 684552 1663206 29.86% 1.731%
52 19.163 1489 1494 1501 rVB2 20948 59508 1.07% 0.062%

Sum of corrected areas: 96095254
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080927.D

Aca On : 7 Aug 2015 15:20

Operator : TP/UM

Sample : G3083-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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: BF080927.D
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2000000 8'3412
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Abundance TIC: BF080927.D
3500000 10.40 11.90

10.06 1089 1141
3000000 1217 14.01
13.39
2500000 9.30 15.0
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Abundance TIC: BF080927.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080927.D

Aca On : 7 Aug 2015 15:20

Operator : TP/UM

Sample : G3083-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 1

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

4.97 60.82 ng 920861 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 252 (4.967 min): BF080927.D (-249) (-) m/z 43.10 100.00%
a3
59
5000
101 I R R I
4.60 4.80 5.00 5.20 5.40
e Bl sl eo 88 | 4y, 59.10  57.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IS R R I
4.60 4.80 5.00 5.20 5.40
m/z 58.10 16.33%
25 3t 37 | 83 g3 %
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 41 m/z 101.10 15.73%
31
69 a7
15 53 98
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R LN R
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.55%
5000
a1 101
15 \\3\1 \H | 53\\\‘\ 69 8\3
mz-> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080927.D

Aca On : 7 Aug 2015 15:20

Operator : TP/UM

Sample : G3083-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 9,10-Anthracenedione Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.14 5.83 ng 145346 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 99
2 Benzolclcinnoline 180 C12H8N2 000230-17-1 86
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
4 Benzolhlcinnoline 180 C12H8N2 000230-31-9 60
5 1,4-Anthracenedione 208 C14H802 000635-12-1 58

Abundance Scan 880 (12.145 min): BF080927.D (-878) (-) m/z 208.10 100.00%

152 180 208

5000
76

50
126
39 |I 6|3 l 90 101111 hu 11.80 12.00 12.20 12.40
T

e M AR | S m/z 180.10 91.01%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #61654: 9,10-Anthracenedione
152 180 208
5000 76 LI L L B B
11.80 12.00 12.20 12.40
50 m/z 152.10 85.31%
63 %0 126
B A .- N (N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
152 180
IIIIAIIIIIIIIIIIIIIIIII
11.80 12.00 12.20 12.40
5000 m/z 151.10 41.22%
63 76 126
27 39 51 87 1027113 139 167
I B LI o B o o o o o o |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42770: 1H-Phenalen-1-one R B RS B
180 11.80 12.00 12.20 12.40
152 m/z 76.10 32.85%
5000
76
63 26
28 39 50 | | 87 98 111 126 139 || 163 | A
T T P T e T R T T e T e e e e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080927.D

Aca On : 7 Aug 2015 15:20

Operator : TP/UM

Sample : G3083-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.80 7.32 ng 155431 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 78
5 Farnesol isomer a 222 C15H260 1000108-92-4 72
Abundance Scan 1112 (14.797 min): BF080927.D (-1110) (-) m/z 69.10 100.00%
6o
5000
41
121449 14.40 14.60 14.80 15.00 15.20
b 5208 28w m/z 81.10 51.21%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158504: Squalene
69
s000] 4
14.40 14.60 14.80 15.00 15.20
m/z 41.10 29.15%
09137
whﬁu Ll 191 231 273 341368 410

I
BREEE L e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
69
I  RRARE S
14.40 14.60 14.80 15.00 15.20
5000 m/z 95.05 12.47%
41
137
109 191 231 273 341 410
e R B e AR RRma
mjz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... A B e R
69 14.40 14.60 14.80 15.00 15.20
m/z 68.10 11.03%
5000
M 137
[ 14, o1 245273301 341368 409436 477504 546

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080715\
Data File : BF080927.D

Aca On : 7 Aug 2015 15:20

Operator : TP/UM

Sample : G3083-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080715.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 unknownl19.16 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.16 2.80 ng 59508 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1.3-Benzodioxin-4-one. 2-(1.1... 266 C16H2603 124899-18-9 38
2 7-Heptadecvne. 17-chloro- 270 C17H31cCl 056554-75-7 38
3 (RY-(-)-14-Methyl-8-hexadecvn-1-ol 252 C17H320 064566-18-3 35
4 5-Eicosvne 278 C20H38 074685-31-7 35
5 3-Cyclopentylpropionic acid, but... 194 C12H1802 1000292-46-4 35
Abundance Scan 1494 (19.163 min): BF080927.D (-1489) (-) m/z 95.10 100.00%
6 95
8000 109123
6000 41
4000 137 ||||||||||||||||||
m|| || 163 191205 281 1880 19,00 19.20 19.40
|""|""'|"I"|"|' I""II""I'I""Il""I"I"I'I"'I""I'"'I""II" m/z 55.10 96.45%

U

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97975: 4H-1,3-Benzodioxin-4-one, 2-(1,1-dimethylethyl)hex...
g P 123

5000 . oo b i
18:80 19.00 19.20 19.40

m/z 69.05 93.71%

m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67 81 g5
41 ||||||||||||||||||||
18.80 19.00 19.20 19.40
5000 109 m/z 81.10 85.64%
27 123
137151165 185199213227 241255 270
mmﬁwmﬁﬁwwwm

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

Abundance #89764: (R)-(-)-14-Methyl-8-hexadecyn-1-ol e
55 8 18. 80 19. 00 19. 20 19. 40
m/z 109.10 76.24%

5000

123
137152166

195 223 252
e e e AL s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080715\
Data File : BF080927.D

Acq On : 7 Aug 2015 15:20

Operator : TP/UM

Sample - G3083-18

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080715_.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_97 60.8 ng 920861 1 6.81 302796 20.0
9,10-Anthracenedione 12.14 5.8 ng 145346 4 11.32 498573 20.0
Squalene 14.80 7.3 ng 155431 6 15.37 424424 20.0
unknownl19.16 19.16 2.8 ng 59508 6 15.37 424424 20.0
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