LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF070316\

Data File : BF088667.D

Aca On 4 Jul 2016 00:47 Instrument :
Operator : UM/SJ BNA_F

Sample  : H3817-09 Uil
Misc : BS-4A-2-9FT
ALS Vial :© 29 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 1.850 21 23 35 rvB 125258 177802 5.59% 0.595%
2 2.021 35 38 41 rVB 54068 81806 2.57% 0.274%
3 3.016 123 125 137 rBvY 59362 121326 3.81% 0.406%
4 4_.959 292 295 302 rVB 192911 276219 8.68% 0.924%
5 5.382 329 332 334 rBVY 2833508 2984148 93.75% 9.987%
6 6.056 389 391 393 rBV 270836 225681 7.09% 0.755%
7 6.422 420 423 425 rBV 2783493 3182971 100.00% 10.653%
8 6.547 431 434 437 rBV 2467091 3116294 97.91% 10.429%
9 6.787 452 455 456 rBV 548223 690126 21.68% 2.310%
10 6.822 456 458 460 rvVv 72081 65918 2.07% 0.221%
11 6.936 466 468 471 rVB 1957690 2113223 66.39% 7.072%
12 7.027 475 476 478 rBV 35778 48968 1.54% 0.164%
13 7.347 501 504 506 rBY 2025992 2053418 64.51% 6.872%
14 7.987 557 560 565 rBV 45174 64426 2.02% 0.216%

15 8.067 565 567 569 rvB 1195318 1020906 32.07% 3.417%

16 9.142 658 661 664 rVvB 2563630 2657314 83.49% 8.893%
17 9.542 693 696 698 rBvV 412998 461804 14.51% 1.546%
18 9.816 717 720 722 rBV 1262359 1102861 34.65% 3.691%
19 10.113 742 746 752 rBV2 21734 113365 3.56% 0.379%
20 10.605 786 789 791 rBV 2037879 2244677 T70.52% 7.512%

21 10.731 798 800 805 rvB 52733 53206 1.67% 0.178%
22 11.176 837 839 841 rBV 104911 94308 2.96% 0.316%
23 11.291 847 849 852 rvv 1229250 1076344 33.82% 3.602%
24 11.359 852 855 859 rvB2 29194 65365 2.05% 0.219%
25 11.599 875 876 879 rvVB 56730 54664 1.72% 0.183%

26 12.879 985 988 990 rBV 2558320 2539331 79.78% 8.499%
27 13.359 1028 1030 1034 rBV 71867 72479 2.28% 0.243%
28 13.794 1066 1068 1076 rVB 132758 196316 6.17% 0.657%
29 13.919 1076 1079 1081 rBV 907964 996073 31.29% 3.334%
30 14.422 1119 1123 1134 rBV 172285 333271 10.47% 1.115%

31 14.685 1143 1146 1150 rBV 292943 298618 9.38% 0.999%
32 15.051 1177 1178 1185 rVB2 32660 65828 2.07% 0.220%
33 15.303 1198 1200 1202 rBV 536734 767026 24.10% 2.567%
34 15.348 1202 1204 1208 rVB 80784 132865 4_.17% 0.445%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088667.D

Aca On > 4 Jul 2016 00:47

Operator : UM/SJ

Sample : H3817-09

Misc :

ALS Vial : 29 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.148 1271 1274 1277 rBV 33329 56664 1.78% 0.190%
36 17.223 1363 1368 1370 rBV3 24415 68172 2.14% 0.228%
37 17.691 1405 1409 1415 rVB4 26020 69299 2.18% 0.232%
38 17.943 1427 1431 1438 rVB6 13946 50961 1.60% 0.171%
39 19.063 1524 1529 1537 rVB2 27765 85587 2.69% 0.286%

Sum of corrected areas: 29879630
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088667.D

Aca On : 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

Abggggggg TIC: BF088667.D

4000000

3000000 5.38 6.42
6.55

2000000 6.04 735

1000000

6.79

6.06
185 02 3.02 4.96 i gp - 03

s e o S WU 1 i LS L

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

Abggggggg TIC: BF088667.D

4000000

3000000
9.14 12.88

10.60
2000000

8.07 9.82 11.29
1000000

9.54
‘. /\ 10.11 10.73  11.141 3611.60 13.36

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abggggggg TIC: BF088667.D

4000000
3000000
2000000

1000000 13.92

14.69
137 1442707 1508 #%;35 16.15 1722 17.6917.94 19.06

T R 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:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088667.D

Aca On : 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Propane, 1,1-dimethoxy- Concentration Rank 10

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

2.02 2.37 ng 81806 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 83
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
4 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9

Abundance Scan 38 (2.021 min): BF088667.D (-35) (-) m/z 75.10 100.00%
75
5000 /\
45
39| 57 180 200 2.20 2.40
Ol e et e il 88 2B Tmzz 73.100 74.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 R A R A
45 1.80 2.00 2.20 2.40
31 ‘ ‘ m/z 45.10 36.16%
57
T A YNNI S
m/z--> 10 40 50 70 80 90 100 110
Abundance
75
180 200 220 240
5000 m/z 41.10 25.32%
31 45
1 59 105
e L UL UL SIS SULILS UL IULIL URILLS SULILS WA B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy- e
73 1.80 2.00 2.20 2.40
m/z 47.10 20.39%
5000
45
29
o L 39 % 67 | 101
m/z--> 10 20 30 40 50 ' 70 80 9 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088667.D

Aca On : 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 R-(-)-1,2-propanediol Concentration Rank 9

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

3.02 3.52 ng 121326 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propnanediol 76 C3H802 004254-14-2 64
2 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 Propnvlene Glvcol 76 C3H802 000057-55-6 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 125 (3.016 min): BF088667.D (-123) (-) m/z 45.10 100.00%
45
5000
4 61 2.60 2.80 3.00 3.20 3.40
o..,....,....,....,....,....,....,..?’.9,.:4..':...,....,?:7..,!...,....,....,....,...., m/z 43.10 18.69%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45
5000 IR IR I LA I
2.60 2.80 3.00 3.20 3.40
29 m/z 61.00 6.74%
. 1235 1% 26| 33 3042 535761 76
IR 00 e A g
Abundance
45
260 280 300 320 3.40
5000 m/z 44.10 5.45%
o 15 19 2731 3942 53 57 61 75
T T T e T T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropy! Alcohol e
45 2.60 2.80 3.00 3.20 3.40
m/z 42.00 2.77%
5000
27
19 41
0"v'“l“'ﬁé'“l“'w'l*?&'w'ﬁ'v‘” ”'W'?ﬁl”?ﬁ'“'P'”I'”'P'”I“'W IR RS SRR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 260 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088667.D

Aca On : 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 8.00 ng 276219 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 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 295 (4.959 min): BF088667.D (-292) (-) m/z 43.10 100.00%
43
59
5000
T 5o a0 500 550 "
83 : : : :
Ol e ..':|,....,-....-,|....,....,....,....,....,2.97.. m/z 59.10 60.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 21.51%
15 4 101
mi 1y ' 83 L ‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520
5000 M m/z 58.10 16.63%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4425: Butane, 1-ethoxy- R e A o
59 4.60 4.80 5.00 5.20
31 m/z 41.10 8.85%
5000
3 73
15 % \‘ | 87 102
0 L IS IULILS SULIL S S B S B B AR L UL L
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088667.D

Aca On : 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 _alpha.-Pinene Concentration Rank 6

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

6.06 6.54 ng 225681 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 trans-_beta.-Ocimene 136 C10H16 003779-61-1 94
3 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C1l0H16 004889-83-2 91
4 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
5 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 90

Abundance Scan 391 (6.056 min): BF088667.D (-389) (-) m/z 93.10 100.00%
9B
5000
77
“ow @ | 05 11 TTSho 600 620 640
Obr et e ettt Mt S Tm/z 91,10 42.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene
93
5000 e
77 5.80 6.00 6.20 6.40
41 m/z 92.10 35.68%
27 ‘ ‘ 53 67 ‘ ‘ 105 121 136
0'|“jh'“'P““U““%LUH'HIh'“li'w'hhw'“ﬂ“'w'“w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
" '5.80 6.00 6.20 6.40
5000 a1 m/z 77.10 31.22%
27 79
53 g 105 121
136
R A s RS RS AR RARRS RS LA LSS RARAS RARAN LARRE AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- A
93 5.80 6.00 6.20 6.40
m/z 79.10 25.53%
5000
41 77
7o B e | s g
) NS I R — ‘.‘.‘.. ..‘.‘. ...l“.... L P S VY NUNEN—" N_—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 620 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088667.D

Aca On : 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown6.55 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.55 90.31 ng 3116290 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 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 434 (6.547 min): BF088667.D (-431) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 0 620 640 6.60 680
104 . . . .
o.,....,....Il!.‘.‘?,!...,.!.'.|,....,..f.‘?,...|~.,.'!..,.1.1?.,....,'...,.. m/z 68.10 49.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 e
620 6.40 6.60 6.80
78 m/z 134.00 32.71%
31 3 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.0 680
5000 m/z 66.10 31.87%
33 am o g7 105
o 51 60 8 g6 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R B R
132 6.20 6.40 6.60 6.80
m/z 69.10 20.27%
5000
92
o273 Sl s \ m L
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088667.D

Aca On : 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 2,3-Diazabicyclo[3.2.0]hept... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.11  2.06 ng 113365  Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.3-Diazabicvclol3.2.01hept-2-en... 176 C7H7F3N2

1000258-92-2 50

2 Ethvl Chloride 64 C2H5CI 000075-00-3 4
3 Ethene. 1.1-difluoro- 64 C2H2F2 000075-38-7 4
4 Di(tert-butvl) trisulfide. perfl... 534 C8F18S3 016005-64-4 4
5 1,2,5,6-Tetrathiocane 184 C4H8S4 001940-01-8 4
Abundance Scan 746 (10.113 min): BF088667.D (-742) (-) m/z 63.90 100.00%
5000
192
P . b o0 a0 A
0 A  aa e MRARanan tean y m/z 191.80 34 .54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42898: 2,3-Diazabicyclo[3.2.0]hept-2-ene, 1,6,6,-trifluor...
39
97
51 84
64 127
5000 NN AR
9.80 10.00 10.20 10.40
‘ 7 ‘108 l m/z 65.90 14.70%
- .JIJVHMWMMMJ}MHM\WJlhﬁlh\,ﬁIM}$I | 436 %ﬁ7}?fl L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
28 64
'9.80 10,00 10.20 10.40
5000 m/z 127 .90 12.85%
49
37
L L S U L L L B B SR
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #350: Ethene, 1,1-difluoro- A Rl ma
64 9.80 10.00 10.20 10.40
m/z 193.80 8.34%
5000
31 45
o L

l T
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40

8270-BF063016.-M Tue Jul 05 19:15:03 2016

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088667.D

Aca On : 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.79 3.94 ng 196316 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 1068 (13.794 min): BF088667.D (-1066) (-) m/z 57.05 100.00%

57 83

:

5000 111
139 167 13.40 13.60 13.80 14.00 14.20
(o} m/z 83.05 89.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83

:

13.40 13.60 13.80 14.00 14.20
m/z 55.05  85.82%

5000

167

196 222238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
Rl SR
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 43.10 81.82%

29

o 139 168 105 220238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane B e G S ——
13.40 13.60 13.80 14.00 14.20

m/z 69.10 81.30%

:

5000

125

:

154 180196 224 9251 269
R e o SRR RE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF088667.D

Aca On : 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .42 6.69 ng 333271 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1123 (14.422 min): BF088667.D (-1119) (-) m/z 57.10 100.00%
57 83
5000 111 Mu,vﬂ\_ﬂuhﬁJﬁkﬂvv“A\__ﬂvv
l 1 L4120 14,40 14160 1480
(o} e S m/z 83.05 90.41%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 1l L BN B I B
14.20 14.40 14 60 14. 80
29 m/z 43.10 87.10%
ol L LA ‘\ | 707 196 224 252 280 308
m/z--> 55 100 150 260 2éo 360 3%0
Abundance
57 97
"' 1420 14.40 14.60 14.80
5000 m/z 55.10 86.37%
125
o 29 77 153 181 209 236 264 202 320 350 378
m/z--> 55 100 150 260 250 360 3%0
Abundance #155046: 1-Heneicosanol L B B B S
55 14.20 14.40 14.60 14.80
m/z 97.10 84 .34%
5000
29
o LAl gt n 167 196 238 266 294
m/z--> % ' mo ﬁo %o %o m%mmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088667.D

Aca On : 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Octadecanoic acid, ethyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.69 7.79 ng 298618 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. ethvl ester 312 C20H4002 000111-61-5 90
2 Nonadecanoic acid. ethvl ester 326 C21H4202 018281-04-4 86
3 Ethvl tetracosanoate 396 C26H5202 024634-95-5 81
4 Heptadecanoic acid. ethvl ester 298 C19H3802 014010-23-2 78
5 Pentadecanoic acid, ethyl ester 270 C17H3402 041114-00-5 72

Abundance Scan 1146 (14.685 min): BF088667.D (-1143) (-) m/z 88.10 100.00%
g8
5000 43
s \ a0 Tae0 14a0 oo
213 353 396 . . . .
ol Mdljass | 18s 218 285 207 325 398 3% | 061710 76.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #154933: Octadecanoic acid, ethyl ester
88
43
5000 LRI SRR B B
14.40 14.60 14.80 15.00
157 312 m/z 43.10 39.36%
o L Mﬁﬁ‘\ m1}5135 | 185 23 241 209 |
m/z--> 55 100 1%0 260 2%0 300 3éo 400
Abundance
88
14.40 14.60 14.80 15.00
5000 43 m/z 57.10 33.31%
157
oL 14 67 | 115135 1g5 213 241261283 20
m/z--> 55 160 1%0 200 250 300 3%0 400
Abundance #210490: Ethyl tetracosanoate R R AR,
88 14.40 14.60 14.80 15.00
m/z 55.05 29.26%
5000 43 396
157
oL.18] M ” k1}5135 185 21333255 297 325 353
m/z--> 55 100 1%0 260 250 360 3éo 400 14%0 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088667.D

Aca On : 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknownl19.06 Concentration Rank 11

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

19.06 2.23 ng 85587 Perylene-d12 15.31

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Lonaifolenaldehvde 220 C15H240 019890-84-7 49
2 2-(4a.8-Dimethvl-6-0x0-1.2.3.4.4... 234 C15H2202 1000190-21-8 47
3 (-)-Neoclovene-(11). dihvdro- 206 C15H26 1000152-83-6 38
4 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H25I 1000195-85-9 38
5 2-Methyl-3-(3-methyl-but-2-enyl)... 222 C15H260 1000144-10-2 35
Abundance Scan 1529 (19.063 min): BF088667.D (-1524) (-) m/z 69.05 100.00%

89 109123
95
55
5000 137 163 191
a1 205
177 T
‘ | “ | ‘ ‘ ‘ “ ‘ ” ‘ 081 18.80 19.00 19.20 19.40
O e A A A e e ivi m/z 123.10 87 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77531: Longifolenaldehyde
81 95109

18.I8O 19.IOO 19!20 19.I40
m/z 109.10 83.17%

5000

04
mzz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 95 101
SRMRESRESSEY N N —
69 123 18.80 19.00 19.20 19.40
5000 55 m/z 95.05 80.70%
109 177
27 161
138 206__ 234

220
o

mﬁﬁﬁwﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66213: (-)-Neoclovene-(ll), dihydro-
109

i

18.80 19.00 19.20 19.40
m/z 81.05 74.51%

5000

-

I I T T
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\BF070316\
Data File : BF088667.D

Acq On > 4 Jul 2016 00:47

Operator : UM/SJ

Sample - H3817-09

Misc :

ALS Vial : 29 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... 2.02 2.4 ng 81806 1 6.79 690126 20.0
R-(-)-1,2-propane. .. 3.02 3.5 ng 121326 1 6.79 690126 20.0
2-Pentanone, 4-hy... 4.96 8.0 ng 276219 1 6.79 690126 20.0
-alpha.-Pinene 6.06 6.5 ng 225681 1 6.79 690126 20.0
unknown6 .55 6.55 90.3 ng 3116290 1 6.79 690126 20.0
2,3-Diazabicyclo[... 10.11 2.1 ng 113365 3 9.82 1102860 20.0
1-Heneicosanol 13.79 3.9 ng 196316 5 13.92 996073 20.0
Behenic alcohol 14.42 6.7 ng 333271 5 13.92 996073 20.0
Octadecanoic acid... 14.69 7.8 ng 298618 6 15.31 767026 20.0
unknown19 .06 19.06 2.2 ng 85587 6 15.31 767026 20.0
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