LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088749.D

Aca On : 6 Jul 2016 22:28

Operator : UM/SJ

Sample : H3878-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-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 1.701 8 10 18 rVB 194630 317579 10.43% 1.371%
2 1.827 18 21 69 rvB 1398972 3045432 100.00% 13.152%
3 4.913 288 291 295 rBB 74041 101399 3.33% 0.438%
4 5.336 326 328 331 rVB 1348181 1721512 56.53% 7.435%
5 6.387 417 420 422 rBV 1797042 2084724 68.45% 9.003%
6 6.513 428 431 433 rBVY 1929939 1826715 59.98% 7.889%
7 6.742 449 451 453 rBB 436365 509704 16.74% 2.201%
8 6.902 463 465 467 rBB 1593648 1398547 45.92% 6.040%
9 7.313 498 501 503 rBY 1306097 1344813 44.16% 5.808%
10 8.033 561 564 566 rBV 840201 790019 25.94% 3.412%

11 8.650 616 618 620 rVB 224084 194866 6.40% 0.842%
12 9.108 655 658 661 rVvB 2437602 2244679 T73.71% 9.694%
13 9.496 690 692 695 rvVB 176267 237960 7.81% 1.028%
14 9.782 714 717 719 rBV 931169 891936 29.29% 3.852%

15 10.228 754 756 757 rVB 40790 39550 1.30% 0.171%
16 10.559 783 785 788 rBVv2 1069173 1188719 39.03% 5.134%
17 10.696 795 797 801 rBV 65432 91771 3.01% 0.396%
18 11.142 834 836 837 rBV 88330 74065 2.43% 0.320%
19 11.256 843 846 848 rBV 1043197 912315 29.96% 3.940%
20 11.565 871 873 876 rVB 55286 46457 1.53% 0.201%
21 12.456 949 0951 953 rVB 38376 32619 1.07% 0.141%
22 12.674 967 970 972 rBV2 26824 42526 1.40% 0.184%

23 12.845 982 985 987 rBV 1996886 2456091 80.65% 10.607%
24 13.748 1062 1064 1073 rVB 127504 184926 6.07% 0.799%
25 13.874 1073 1075 1078 rBV 805308 777653 25.54% 3.358%

26 14.388 1116 1120 1125 rBV2 15173 45013 1.48% 0.194%

27 15.257 1193 1196 1199 rBV 460409 518935 17.04% 2.241%

28 16.731 1322 1325 1330 rVB3 17904 35130 1.15% 0.152%
Sum of corrected areas: 23155655
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088749.D

Aca On : 6 Jul 2016 22:28

Operator : UM/SJ

Sample - H3878-03

Misc :

ALS Vial : 11 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

Abundance TIC: BF088749.D

2000000 6.51
6.39

6.90

1500000
1.83 534 231

1000000

500000 6.74

1.7
4.91
0 A L

T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088749.D
9(11

2000000 12.85

1500000

10.56 11.26

1000000 9.78
8.03

500000

A ' 1023 ||10.70 111 11.56 12.4612.67|

A

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088749.D

2000000

1500000

1000000
13.87

500000 15.26

13.7
14.39 16.73

e L e e e o SRS

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\BF070616\
Data File : BF088749.D

Aca On : 6 Jul 2016 22:28

Operator : UM/SJ

Sample - H3878-03

Misc :

ALS Vial : 11 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.91 3.98 ng 101399 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 291 (4.913 min): BF088749.D (-288) (-) m/z 43.10 100.00%
a3
59
5000
101 s
83 4.60 4.80 5.00 5.20
o...,....,....,....l,'::..,..-!~.|,...‘??....,.-...,....-,|....1,1.1...,....,....,...., m/z 59.10 62.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A AR L A IR
59 460 480 500 520
m/z 101.10 22 .82%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 m/z 58.10 17.07%
43 101
o 15 3 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R m  mm e m
59 4.60 4.80 5.00 5.20
m/z 41.10 10.24%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY IR RN R LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088749.D

Aca On : 6 Jul 2016 22:28

Operator : UM/SJ

Sample - H3878-03

Misc :

ALS Vial : 11 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 unknown6.51 Concentration Rank 2

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

6.51 71.68 ng 1826720 1,4-Dichlorobenzene-d4 6.74
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 431 (6.513 min): BF088749.D (-428) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 7 . . . .
ol Jre lsus o w77 68.10  46.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RSN AR LR LR
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 33.01%
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
620 640 6.60 6.80
5000 m/z 66.10 30.16%
33 am . 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e e U
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.46%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | O | G
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088749.D

Aca On : 6 Jul 2016 22:28

Operator : UM/SJ

Sample - H3878-03

Misc :

ALS Vial : 11 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 Safrole Concentration Rank 5

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

8.65 4.93 ng 194866 Naphthalene-d8 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Safrole 162 C10H1002 000094-59-7 98
2 1.3-Benzodioxole. 5-(1-propenvl)- 162 C10H1002 000120-58-1 97
3 1.3-Benzodioxole. 5-(1-propenvl)... 162 C10H1002 017627-76-8 97
4 Benzene. 1.2-(methvlenedioxv)-4-... 162 C10H1002 004043-71-4 95
5 Sydnone, 3-phenyl- 162 C8H6N202 000120-06-9 55

Abundance Scan 618 (8.650 min): BF088749.D (-616) (-) m/z 162.10 100.00%
162
104

5000

8.40 8.60 8.80 9.00

0 m/z 104.10 66.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31927: Safrole
162
104 131
5000 77 LI I L L LN LB L L
51 8.40 8.60 8.80 9.00
m/z 77.10 52.24%
7 30 91 ‘
157\\ PR -8 . A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
162
R R Rmmas me s
8.40 8.60 8.80 9.00
5000 m/z 131.00 51.82%
104 131
77
39 51
o 27 63 o1 115 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32012: 1,3-Benzodioxole, 5-(1-propenyl)-, (2)- e e
162 8.40 8.60 8.80 9.00
104 m/z 103.10 51.65%
131
77
5000 51
63
N S N V7S T NN SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088749.D

Aca On : 6 Jul 2016 22:28

Operator : UM/SJ

Sample - H3878-03

Misc :

ALS Vial : 11 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 7 Dodecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.01 ng 91771 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 797 (10.696 min): BF088749.D (-795) (-) m/z 57.10 100.00%
57
43 1
5000
% 113 10 11 160 180 1040 10160 10,80 1100
o m/z 71.10 71.98%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #48851: Dodecane, 2-methyl-
43 57
5000 71 85 RN N S
10.40 10.60 10.80 11.00
29 % 141 m/z 43.10 69 .05%
m/z--> 0 ﬁo 40 eb éo 100 150 140 160 1§0 200
Abundance
43 7
" 10.40 10.60 10.80 11.00 _
5000 m/z 85.10 49_20%
85
29
o 18 99 113 127 141 155 184
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane A R T
57 10.40 10.60 10.80 11.00
43 m/z 41.10 31.52%
71
5000 85
29
0 15 J ‘ b ﬂg 113 127 141 155 169 198
m/z--> 0 20 4'0 6|0 80 100 150 140 160 180 200 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070616\
Data File : BF088749.D

Aca On : 6 Jul 2016 22:28

Operator : UM/SJ

Sample - H3878-03

Misc :

ALS Vial : 11 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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.75 4.76 ng 184926 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Behenic alcohol 326 C22H460 000661-19-8 90

Abundance Scan 1064 (13.748 min): BF088749.D (-1062) (-) m/z 57.10 100.00%

57 83

:

5000 11
139154 13.40 13.60 13.80 14.00
0 m/z 83.05 86.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol

55 83

3

5000

13.I4O 13.I60 13.I80 14.00
m/z 55.05 80.78%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
83 SN AR S SN
13.40 13.60 13.80 14.00
5000 m/z 43.10 80.69%
111
68
o 2l 126 153 182 210
SN AR AR RS LRSS SRR SRS SR RARAN SRR BRASE BARSS SARAN SARR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #205392: Trichloroacetic acid, hexadecy! ester L B IS
4 13.40 13.60 13.80 14.00

69 m/z 69.05 79.29%

5000

125

:

153168

196 224
R R EE e

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070616\
Data File : BF088749.D

Acq On : 6 Jul 2016 22:28

Operator : UM/SJ

Sample - H3878-03

Misc :

ALS Vial : 11 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]
2-Pentanone, 4-hy... 4.91 4.0 ng 101399 1 6.74 509704 20.0
unknown6 .51 6.51 71.7 ng 1826720 1 6.74 509704 20.0
Safrole 8.65 4.9 ng 194866 2 8.03 790019 20.0
Dodecane, 2-methyl- 10.70 2.0 ng 91771 4 11.26 912315 20.0
1-Heneicosanol 13.75 4.8 ng 184926 5 13.87 777653 20.0
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