LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 height area % max. total
1 1.736 12 13 28 rvB 434125 896818 19.90% 2.009%
2 4.730 272 275 285 rBVY 608576 987925 21.93% 2.213%
3 5.187 313 315 318 rBV 2662602 3312421 73.52% 7.421%
4 6.262 406 409 417 rBV 2795365 3945933 87.58% 8.841%
5 6.387 417 420 422 rBvV 2983787 3997582 88.72% 8.956%
6 6.616 438 440 446 rBV 1046808 1112097 24.68% 2.492%
7 6.776 451 454 456 rBV 2460696 3021224 67.05% 6.769%
8 7.188 487 490 492 rBV 2325376 2615691 58.05% 5.860%
9 7.668 528 532 540 rBv4 16254 61193 1.36% 0.137%
10 7.896 550 552 555 rBY 911133 1345789 29.87% 3.015%

11 8.982 644 647 649 rBV 4822614 4505723 100.00% 10.095%
12 9.382 679 682 684 rBvV 707975 802413 17.81% 1.798%
13 9.645 703 705 708 rBV 1720741 1597461 35.45% 3.579%
14 9.816 718 720 723 rVB2 78453 117460 2.61% 0.263%
15 10.102 743 745 746 rVB 84327 75348 1.67% 0.169%

16 10.319 761 764 765 rBV 35692 54150 1.20% 0.121%
17 10.434 771 774 776 rBV 2037991 2563826 56.90% 5.744%
18 10.571 784 786 789 rvV 186813 207116 4.60% 0.464%
19 10.628 789 791 792 rVvV 132439 148578 3.30% 0.333%
20 10.662 792 794 795 rvv2 163937 215371 4.78% 0.483%

21 10.685 795 796 800 rvv2 122542 245689 5.45% 0.550%
22 10.754 800 802 804 rvv2 71715 136076 3.02% 0.305%
23 10.799 804 806 808 rvv2 151298 183332 4_.07% 0.411%
24 10.834 808 809 812 rvv 133590 209274 4.64% 0.469%
25 10.879 812 813 816 rVB 104969 86956 1.93% 0.195%

26 11.016 822 825 827 rBvV2 86093 106545 2.36% 0.239%
27 11.119 831 834 836 rBV 1491429 1517557 33.68% 3.400%

28 11.199 838 841 843 rVB3 42615 68272 1.52% 0.153%
29 11.359 853 855 859 rBvV3 30243 52553 1.17% 0.118%
30 11.439 860 862 866 rvB2 52464 76975 1.71% 0.172%
31 11.668 881 882 885 rBV 145135 181156 4.02% 0.406%
32 11.839 896 897 901 rvB2 41867 55506 1.23% 0.124%
33 11.942 901 906 908 rBv4 26745 51761 1.15% 0.116%

34 12.319 936 939 942 rBV 111026 128788 2.86% 0.289%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.468 949 952 954 rBV2 98975 167968 3.73% 0.376%

36 12.537 956 958 961 rBV 117458 143685 3.19% 0.322%
37 12.594 961 963 968 rBV 142143 208507 4.63% 0.467%
38 12.697 970 972 975 rBV 3092346 3338992 74.11% 7.481%
39 13.062 1002 1004 1006 rBVZ2 36186 52594 1.17% 0.118%
40 13.405 1032 1034 1036 rBVY 57156 51499 1.14% 0.115%

41 13.611 1049 1052 1055 rBVY 332660 434896 9.65% 0.974%
42 13.737 1060 1063 1065 rBV 987910 1476963 32.78% 3.309%
43 13.931 1078 1080 1084 rBV4 65794 145642 3.23% 0.326%
44 14.240 1105 1107 1111 rBV 377025 521150 11.57% 1.168%
45 14.651 1141 1143 1146 rBVY 215289 227609 5.05% 0.510%

46 14.823 1155 1158 1162 rBV2 366136 686036 15.23% 1.537%
47 15.074 1178 1180 1183 rBV 761169 936684 20.79% 2.099%
48 15.303 1198 1200 1203 rBV2 175688 258468 5.74% 0.579%
49 15.508 1215 1218 1220 rBV 350014 533339 11.84% 1.195%
50 16.160 1273 1275 1279 rVB 180837 316981 7.04% 0.710%

51 16.800 1328 1331 1336 rVB2 206676 449148 9.97% 1.006%

Sum of corrected areas: 44634720
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF090716\

BF090013.D

7 Sep 2016 19:08

UM/SsJ

H4676-23

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF090013.D

6.39

5.19 6.26]

6.78 719

6.62

4.73

0
Time-->
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3.50

4.00

T L
4.50 5.00

5.50 6.00

6.50

7.00
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4000000

3000000

2000000

1000000

7.67

TIC: BF090013.D

12.70

10.43

9.64
11.12

7.90

|

9.38

12.374.3%40 13.06 1341

.

9.82 10.1010,3) 081 20113644 51 8194

0

Time-->

13.00

12.50

T
10.50 11.00

10.00

9.50

11.50 12.00

Abundance

4000000

3000000

2000000

1000000

13.74

TIC: BF090013.D

15.07
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14.24 14.65

16.16 16.80

Time-->
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16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

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

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

4.73 17.77 ng 987925 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 275 (4.730 min): BF090013.D (-272) (-) m/z 43.10 100.00%

43
5000 o9

101 BEARREARAREERARREURRRE
440 460 480 5.00
o L 8L e 88 | h7, 59.10  51.20%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000
59 440 4.60 4.80 5.00

m/z 101.10 15.15%

15 101
T 53y 53 83
(0 B B e IR L I o o B B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59

4.40 4.60 4.80 5.00

5000 m/z 58.10 14.47%
a1 101
15 31 53 69 83
o RN N N TS L A N R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- RS i o .
59 440 460 480 5.00

m/z 41.05 8.31%

5000 41
31
‘ 69 &7
15 M‘ Ll sl | %

m/z--> 10 20 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00

o

8270-BF083116.-M Thu Sep 08 11:16:41 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknown6.39 Concentration Rank 1

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

6.39 71.89 ng 3997580 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 420 (6.387 min): BF090013.D (-417) (-) m/z 132.10 100.00%
132
5000
68
96 IIIIIIIIIIIIIIIIIIII
40 ‘ 6.00 6.20 6.40 6.60 6.80
3 S -|-| qrer | weus ) m/z 134.10  33.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RS RN AR R
6.00 6.20 6.40 6.60 6.80
31 51 78 m/z 68.10 32.36%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.10 20.20%
41 97
53
29 117
88 | 106
L B S UL WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.10 12.92%
5000 og M°
ol L ‘L!JD.Z‘.\‘”\H. s 189 I | G
m/z--> 40 60 80 100 120 140 160 180 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.57 2.73 ng 207116 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 52
2 Hexadecane 226 C16H34 000544-76-3 52
3 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 52
4 Heneicosane 296 C21H44 000629-94-7 52
5 Tetradecane 198 C14H30 000629-59-4 52
Abundance Scan 786 (10.571 min): BF090013.D (-784) (-) m/z 57.10 100.00%
57
121
5000 85
‘ ‘ 163 10,20 10.40 10.60 10.80
b o L 24 L | m/z 43.10 79.55%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 UV SRR SUNLRE
85 10.20 10.40 10.60 10.80
29 m/z 121.10 62.56%
N h | | 112 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3%0 '
Abundance
57
10.20 10.40 10.60 10.80
5000 m/z 71.10 57.79%
85
29
0 113 141 169 197 226
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #152416: Tridecane, 1-iodo- R R AR
57 10.20 10.40 10.60 10.80
m/z 85.10 38.36%
5000 85
28
0 ] 1 ‘ | ‘1]\-3\ 155 1?3 310
miz-> 50 100 150 200 250 300 3% 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEMI1I\BNA_F\METHODS\8270-BF083116.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 6 Phenol, 4-(1,1-dimethylprop... Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.66 2.84 ng 215371 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 59
2 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 53
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 53
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 53
5 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 53

Abundance Scan 794 (10.662 min): BF090013.D (-792) (-) m/z 135.10 100.00%
5000 107 Lo
121
6 77 91 177 191 220 10.40 10.60 10.80 11.00
0...“..wt.”,.nﬂ,.Ah,h..“.. e e B m/z 107.10 35.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
35
5000 107
10.40 10.60 10.80 11.00
164 m/z 149.10 31.14%
41 53 65 9% 119 149
0 15 27 0 53 \ | ] ‘ |
m/z--> 20 40 eb éo 160 150 150 160 180 200 220
Abundance
135
10.40 10.60 10.80 11.00
5000 m/z 121.10 22.17%
107 150
41 95
. 27 | 53 65 77 119
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135 10.40 10.60 10.80 11.00
m/z 191.20 11.59%
5000
57 107
oL 182° “ 77 91 “7'119 | 149163 101 206
m/z--> 20 40 60 8|0 1(')0 12'0 14'10 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Tricyclo[3.3.1.1(3,7)]decan... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.69 3.24 ng 245689 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricyclo[3.3.1.1(3,7)]decanone, ... 276 C10H1310 056781-85-2 53
2 BH-Pyrrolo(3,2-d)pyrimidine-2,4-._.. 149 C6H7N5 1000244-21-4 46
3 Benzene, [1-(1-methylethoxy)-3-b... 190 C13H180 098088-47-2 38
4 3",4"-Formoxylidide 149 C9H11NO 006639-60-7 35
5 Phenol, 4-(1-methylpropyl)- 150 C10H140 000099-71-8 35
Abundance Scan 796 (10.685 min): BF090013.D (-795) (-) m/z 121.10 100.00%
121 149
107
5000
41 55 101
77 91 135 10.40 10.60 10.80 11.00
0 ..,....',|...|.|,.'...,..'.'.L ol 288220 Tm/z 149.10 94.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123706: Tricyclo[3.3.1.1(3,7)]decanone, 4-iodo-, (1.alpha...
149
121
5000 &
10.40 10.60 10.80 11.00
93 m/z 107.10 69.19%
41 55 ‘ ‘ 107
SN I S D S — -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
149
10.40 10.60 10.80 11.00
5000 m/z 55.05 22.02%
107
132
ol 28 53 80
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53107: Benzene, [1-(1-methylethoxy)-3-butenyl]- el Emmas R S
7 10.40 10.60 10.80 11.00

m/z 41.10 21.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 1,3-Cyclopentadiene, 5,5-di... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.42 ng 183332 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentadiene, 5,5-dimethy... 178 C13H22 1000163-88-0 78
2 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 64
3 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 59
4 Benzene, 1-(1,1-dimethylethyl)-4... 164 C11H160 005396-38-3 53
5 Phenol, 4-(1,1-dimethylethyl)-2-___. 164 C11H160 000098-27-1 50
Abundance Scan 806 (10.799 min): BF090013.D (-804) (-) m/z 149.10 100.00%
149
107
5000
121
55 177
41 | 66 77 91 135 161 | 220 10.40 10.60 10.80 11.00 11.20
O I I e e e e R R m/z 107.10 65.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44128: 1,3-Cyclopentadiene, 5,5-dimethyl-1,2-Dipropyl-
149
107 10.40 10.60 10.80 11.00 11.20
178 m/z 121.10 29.18%
s e | RIS g
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—q—v—r
107 10.40 10.60 10.80 11.00 11.20
5000 m/z 177.15 15.19%
39 52 79
o 27 65 94 120 435
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23629: Acetamide, N-(3-methylphenyl)-
107 10.40 10.60 10.80 11.00 11.20
m/z 55.10 12.96%
5000
149
43
77
15 27 | 5465 1 a1 120132
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 4-(1,1-Dimethylpropyl)pheny... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.83 2.76 ng 209274 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-(1,1-Dimethylpropyl)phenyl ace... 206 C13H1802 1000373-45-3 83
2 Pentanoic acid, 5-hydroxy-, p-t-... 250 C15H2203 166273-37-6 78
3 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
4 1-Adamantanecarboxylic acid, 3,4... 324 C17H18Cl202 1000307-66-4 64
5 Butane, 1,3-dibromo- 214 C4H8Br2 000107-80-2 64
Abundance Scan 809 (10.834 min): BF090013.D (-808) (-) m/z 135.10 100.00%
5000
a7 o 1T7121 149 205220 10.60 10.80 11.00 11.20
Obrrrprr et et e e e o 2 ey || M/ 107.05  16.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65961: 4-(1,1-Dimethylpropyl)pheny! acetate
135
5000
10.60 10.80 11.00 11.20
164 m/z 136.05 10.45%
27 43 63 77 9‘1 ‘ 121 | 149 ‘ 177 191 206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135
10.60 10.80 11.00 11.20
5000 m/z 41.10 10.38%
150
41 107
oL 27 55 77 91 121 163177 192 206219 235 250
s R s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethyloutyl)- R A BEE T B S
135 10.60 10.80 11.00 11.20
m/z 95.10 4_.73%
5000
41 57 107
oL 20 T 778 T | 149163 101 206
e - e ——
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20

8270-BF083116.-M Thu Sep 08 11:16:46 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.67 2.39 ng 181156 Phenanthrene-d10 11.12
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 83
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 882 (11.668 min): BF090013.D (-881) (-) m/z 43.10 100.00%
48
60 73
5000
129 Y
7101115 | 143157171185 109213557 e 11.40 11.60 11.80 12.00
Obrrrprrr il m/z 73.05 78.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 L B UL SN R

11,40 11.60 11.80 12.00
m/z 60.10  73.04%

213
a7
0! I .W.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R EREamE e
11.40 11.60 11.80 12.00
5000 129 m/z 41.10 72.03%
29 g7
115 @ 143 199 242
101 157171185
ol 15 213226
L  a = m  E a E REARAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50051: Undecanoic acid R B LA M e e
60 7 11.40 11.60 11.80 12.00
m/z 57.10 68.91%
5000 43
29 129 43
101115 186
0..1?,.‘.‘..,‘.‘..“.‘ \‘ A J e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO

8270-BF083116.-M Thu Sep 08 11:16:47 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 6-Acetyl-5-hydroxy-2,7-dime... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.47 2.27 ng 167968 Chrysene-di12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Acetyl-5-hydroxy-2,7-dimethyl-... 244 C14H1204 001086-07-3 72
2 Cyclopentanone, tetrakis(l-methy... 244 C17H240 096446-08-1 72
3 Celestolide 244 C17H240 013171-00-1 64
4 Phenol, 2,4-di(2-penten-4-yl)-6-... 244 C17H240 017258-43-4 64
5 2-Propenoic acid, 2-cyano-3-[4-(... 244 C14H16N202 1000115-72-8 59
Abundance Scan 952 (12.468 min): BF090013.D (-949) (-) m/z 229.20 100.00%
5000 244
199 214 RN BN B R
4355 73 91 103115128141 155 169 184 12.20 12.40 12.60 12.80
0TTnv#w+H%+Mﬁ%ﬁ+&##ﬁ+%v%H#ﬁ+M%#M+4+LLrﬁ m/z 244_20 48 _.87%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97248: 6-Acetyl-5-hydroxy-2,7-dimethyl-1,4-naphthoguinone
229
244
5000 L S BN UL B
12.20 12.40 12.60 12.80
15 m/z 214.10 18.12%
o 63 77 91137 " 1331 157 173185198 214 |
miz-> 20 40 éo 80 100 120 140 160 180 200 220 240
Abundance
229
" 112.20 12,40 12,60 12.80
5000 m/z 230.20 15.87%
159 187
27 4 5365 77 91 105197129 145 171 T 201594
O R e e S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #97547: Celestolide
229 12.20 12.40 12.60 12.80
m/z 208.10 15.70%
5000 43 244
173
57 128
0 o PO MST s | 1eroonpg ||
miz-> 20 40 60 80 100 120 140 160 1é0 200 220 240 12:20 12.40 12.60 12.80

8270-BF083116.-M Thu Sep 08 11:16:48 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

o

Peak Number 12 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.59 2.82 ng 208507 Chrysene-d12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 90
2 2-Trimethylsilyl-3-trimethylsily... 228 C8H20N4Si2 1000373-05-5 64
3 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 64
4 2,2-Bis-(4-hyxroxyphenyl)-butane 242 C16H1802 000077-40-7 64
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 59
Abundance Scan 963 (12.594 min): BF090013.D (-961) (-) m/z 213.10 100.00%
213
5000 j\‘/\
13 Lo 28 1220 1240 1260 12.80 13.00
3 98
...,....-,-'....',.'.'..-,.-.J..%P?..I;..1. 15165181198 | | 243 260 o 03

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84555: Phenol, 4,4'-(1-methylethylidene)bis-
2

5000 LA L L L L L L L
nmnmnmnmmm
119 m/z 228.20 17.47%
o 135 151165 183197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
213
nmnmnmnmnm
5000 m/z 214.10 16.04%
73 228
45 99 17
ol 28 59 114127141 157 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-bldipyran-2-one, 8,8-dimethyl- T . ™ . TR
2 12. 20 12. 40 12 60 12. 80 13. OO

m/z 57.10 10.28%

s

28 51 69 92 114128143157171
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12120 12140 12.60 12.80 13.00

5000

185

8270-BF083116.-M Thu Sep 08 11:16:49 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Heptadecyl heptafluorobutyrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.61 5.89 ng 434896 Chrysene-d12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94

Abundance Scan 1052 (13.611 min): BF090013.D (-1049) (-) m/z 57.10 100.00%
57
1 Aﬁl\y/\J\»
5000
111
LIRS I BRI SO B
139 13.20 13.40 13.60 13.80 14.00
ol ,.L-J | [10163 196221 280272 301 m/z 43.10 91.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 AL A SRR A
111 13:20 13.40 13.60 13.80 14.00
29 m/z 55.10 80.30%
0 [ - H‘ “ ‘\ \‘\ \‘\ b 210 23\8 283 434
m/z--> 50 260 250 300 350 400
Abundance
57 83
13.20 13.40 13.60 13.80 14.00
5000 111 m/z 83.10 70.37%
29
o 139 168 210 238 766 295
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate A RREEE RS E ST
57 13.20 13.40 13.60 13.80 14.00
97 m/z 97.10 62.53%
5000
- 125
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80 14.00

8270-BF083116.-M Thu Sep 08 11:16:50 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Ethanol, 2-(tetradecyloxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.24 7.06 ng 521150 Chrysene-d12 13.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
2 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
4 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91
5 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 91
Abundance Scan 1107 (14.240 min): BF090013.D (-1105) (-) m/z 57.10 100.00%
57
5000 83 \_ﬂA_J\MJx.v,,A\v4v-~J\—'A““
M ﬁ 4100 14,20 14140 14560
139 242 : : . .
ob b d A .l.l-.~. 108 2l Ty 2r8302329358 | m/z 43.10 75.27%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000 LR SN SR IR R
14.00 14.20 14.40 14.60
29 11 m/z 55.10 55.28%
168196
obrih \\ h ‘h i 9 -
miz-> 0 50 1200 250 300 350 400 450
Abundance
57
o7 ' 14.00 14.20 14.40 14.60
5000 m/z 71.10  48.74%
125
o 29 153181 224250 280308 353 454
miz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #236054: Heneicosy! heptafluorobutyrate R AR RRRES T
57 14.00 14.20 14.40 14.60
. m/z 83.10 46.97%
5000
- 125
0 | | 169106000 266294 339 490
miz-> 0 55 100 150 200 250 360 350 400 450 ' 14.00 14.20 14.40 14.60

8270-BF083116.-M Thu Sep 08 11:16:51 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Octadecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .65 4.86 ng 227609 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 98
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 96
3 17-Octadecenal 266 C18H340 056554-86-0 94
4 16-Octadecenal 266 C18H340 056554-87-1 94
5 14-Octadecenal 266 C18H340 056554-89-3 94
Abundance Scan 1143 (14.651 min): BF090013.D (-1141) (-) m/z 57.10 100.00%
57
82
5000
110 1 ' 14.40 14.60 14.80 15.00
1166 229 : : : :
o‘ﬁ—ﬂb Al 1' 20180207 29 290278299 337 308388 | 17z 43.10 90.57%
m/z--> 50 100 150 200 250 300 350
Abundance #117606: Octadecanal
43| 8
5000 LR B I UL B
14.40 14.60 14. 80 15. 00
109 m/z 82.10 76.50%
LT e a0a 222 %0
0 ||‘| UI\‘I ‘l‘:‘hl |“|”L|H‘i |“|'|i:‘luuuuuluuuuluuuuluuu||
m/z--> 50 100 150 200 250 300 350
Abundance
82
57 "' 14.40 14.60 14.80 15.00
5000 m/z 55.10 57 .05%
1l M«//\M‘V
29
138
ol i LG i %P5 2 2020
m/z--> 50 100 150 200 250 300 350
Abundance #115860: 17-Octadecenal e RARREES T
57 8 14.40 14.60 14.80 15.00
m/z 96.10 55.27%
5000
29 109
o b Lii, 168 196 224 22
m/z--> 50 100 150 260 250 360 3éo ! 1420 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 1-lodo-2-methylundecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.82 14.65 ng 686036 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methylundecane 296 C12H251 073105-67-6 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 87
Abundance Scan 1158 (14.823 min): BF090013.D (-1155) (-) m/z 57.10 100.00%
g7
5000 e 4,_,,A__AL_\~ﬂ\~“~_v_/\-,A
14.60 14.80 15.00 15.20
141
) E— ,J' J il A=, 109190211231 261 290 324 349 378400 yzz 71 10 62.21%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #140553: 1-lodo-2-methylundecane
57
5000 LRI I B B
85 14.60 14.80 15.00 15.20
29 ‘ m/z 43.10 58.51%
ol 3 19 e
m'z-> 0 50 100 150 200 250 300 350 400
Abundance
57
1460 14.80 15.00 15.20
5000 m/z 85.10 45 _42%
85
o 29 113 141 169 197 225 253 281 323 351 380
mz-> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane R B
57 14.60 14.80 15.00 15.20
m/z 55.10 19.89%
5000 85 ﬁ/\«/l\/\’/\v\c\,—f»\,/\
29
. |l ‘ ) J113 141 169 197 225 253 296
m'z-> 0 50 100 1&'30 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.30 5.52 ng 258468 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
3 Pentadecanal- 226 C15H300 002765-11-9 86
4 Octadecanal 268 C18H360 000638-66-4 86
5 1,19-Eicosadiene 278 C20H38 014811-95-1 80

Abundance Scan 1200 (15.303 min): BF090013.D (-1198) (-) m/z 57.10 100.00%

g7

5

5000
109 T 0IOIII 2IOIII IOIII 6IOIII
3gl ) “ 137 165 189211231251 276 302 327 351 374 400 15.00 1520 15.40 15

ol Iy D e m/z 43.10 89.39%
m/z--> 50 150 200 250 300 350 400
Abundance #117617: Oxirane, hexadecyl-
43 82
5000 LA L L LB L L LN |
15.00 15.20 15.40 15.60
109 m/z 82.10 66.60%
o M L) | 1P 166 208208 250270
— T T
m/z--> 100 150 200 250 300 350 400
Abundance
43 82
R R Eamasmmaas
15.00 15.20 15.40 15.60
5000 m/z 55.10 56.73%
110
I e o o e e i B LA B e o e o o B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #82955: Pentadecanal- R  ERmmaT B
57 82 15.00 15.20 15.40 15.60
m/z 96.10 49_.07%
50001 29
109
Y
o —— R EEEREmmas
m/z--> 50 100 150 200 250 300 350 400 15. 00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.51 11.39 ng 533339 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 97
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90

Abundance Scan 1218 (15.508 min): BF090013.D (-1215) (-) m/z 57.10 100.00%

5000

15.20 15.40 15.60 15.80

141 169

211231 266289 322 349 376 406

0! m/z 71.10 62.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57
5000 85 LA L L L L L LB L |

15.20 15.40 15.60 15.80
m/z 43.10 61.86%

113
0 I I “\ ‘h‘ I u‘ “ \‘ ) 183‘211 239 267 3]\-0
T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R e R RR B
15.20 15.40 15.60 15.80
5000 85 m/z 85.10 46.14%
29 113 169
0 149 248
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl- R AR RAREE
57 15.20 15.40 15.60 15.80
m/z 55.10 20.07%
5000 85
113 54
0 ...J,...l.ﬁ, Loyl 1188 211 239 281 —
m/z--> 50 100 150 200 250 300 350 400 15.20 15. 40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 _.beta.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.80 9.59 ng 449148 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 91
2 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO 055103-80-5 74
3 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 43
4 _gamma.-Sitosterol 414 C29H500 000083-47-6 38
5 Kauren-18-ol, acetate, (4.beta.)- 330 C22H3402 072150-74-4 25
Abundance Scan 1331 (16.800 min): BF090013.D (-1328) (-) m/z 43.10 100.00%
43
107 145
5000 213
255 303329 381 414 NI L L L L L L
16.40 16.60 16.80 17.00 17.20
ol m/z 55.10 63.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 AR DU DL UGB B
107 414 16. 40 16 60 16. 80 17. 00 17. 20
‘ 303 329 m/z 145.10 62.07%
255
o) E— m HH H“\ ‘\‘\\‘M\\Hm “H\ \“ﬂ\‘\\\ HH M ‘ 234 ‘ a77 \‘ : ‘; |3|5? |3?1| M |‘L|
m/z--> 200 250 300 350 400
Abundance
a1 107 394
81 145 283 LRI BN SRR SURIURE B
16.40 16.60 16.80 17.00 17.20
5000 )13 309 361 m/z 57.10 57 .63%
173 255 337
o 284
m/z--> §0 160 1éo 200 250 300 3éo 460
Abundance #212394: Ergost 5-en-3-0l, (3beta) LS N L LN LN N L
43 16.40 16.60 16.80 17.00 17.20
m/z 41.10 56.25%
5000
0 e
m/z--> 16. 40 16 60 16. 80 17. 00 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090013.D

Acq On : 7 Sep 2016 19:08

Operator : UM/SJ

Sample : H4676-23

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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]
2-Pentanone, 4-hy... 4.73 17.8 ng 987925 1 6.62 1112100 20.0
unknown6 .39 6.39 71.9 ng 3997580 1 6.62 1112100 20.0
Octacosane 10.57 2.7 ng 207116 4 11.12 1517560 20.0
Phenol, 4-(1,1-di... 10.66 2.8 ng 215371 4 11.12 1517560 20.0
Tricyclo[3.3.1.1(-... 10.69 3.2 ng 245689 4 11.12 1517560 20.0
1,3-Cyclopentadie... 10.80 2.4 ng 183332 4 11.12 1517560 20.0
4-(1,1-Dimethylpr... 10.83 2.8 ng 209274 4 11.12 1517560 20.0
n-Hexadecanoic acid 11.67 2.4 ng 181156 4 11.12 1517560 20.0
6-Acetyl-5-hydrox... 12.47 2.3 ng 167968 5 13.74 1476960 20.0
Phenol, 4,4"-(1-m... 12.59 2.8 ng 208507 5 13.74 1476960 20.0
Heptadecyl heptaf... 13.61 5.9 ng 434896 5 13.74 1476960 20.0
Ethanol, 2-(tetra... 14.24 7.1 ng 521150 5 13.74 1476960 20.0
Octadecanal 14.65 4.9 ng 227609 6 15.07 936684 20.0
1-lodo-2-methylun... 14.82 14.7 ng 686036 6 15.07 936684 20.0
Oxirane, hexadecyl- 15.30 5.5 ng 258468 6 15.07 936684 20.0
Docosane 15.51 11.4 ng 533339 6 15.07 936684 20.0
-beta.-Sitosterol 16.80 9.6 ng 449148 6 15.07 936684 20.0
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