LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF090816\

Data File : BF090030.D

Acg On : 8 Sep 2016 17:55 Instrument :
Operator : UM/SJ gmgigamlem'
a?zgle ; H4704-03 s&&t&&§
ALS Vial : 9 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 1.724 10 12 60 rvB 4256416 11405586 100.00% 22.311%
2 4.719 272 274 289 rBV 674725 1049173 9.20% 2.052%
3 5.176 311 314 316 rBV 3416970 3809223 33.40% 7.451%
4 6.250 404 408 410 rBV 3317798 4265386 37.40% 8.344%
5 6.364 415 418 420 rBV 3907772 3948585 34.62% 7.724%

6.593 436 438 449 rVB 773204 1058632 9.28% 2.071%
6.753 449 452 455 rBV 3218190 3032012 26.58% 5.931%
7.165 485 488 497 rBV 1965033 2416549 21.19% 4.727%
7.885 548 551 553 rBV 1550735 1402622 12.30% 2.744%
8.970 643 646 648 rBV 3843501 4777862 41.89% 9.346%

=
QO ~NO®

11 9.359 678 680 683 rBV 1132513 1175557 10.31% 2.300%
12 9.633 701 704 706 rBV 1466830 1610136 14.12% 3.150%
13 10.411 769 772 775 rBV 2389596 2624681 23.01% 5.134%
14 10.548 783 784 789 rVB 96507 160938 1.41% 0.315%
15 11.096 830 832 843 rVB 1315478 1607174 14.09% 3.144%

16 11.656 879 881 888 rvB2 96261 123823 1.09% 0.242%
17 12.685 968 971 973 rBV 3801612 3892324 34.13% 7.614%
18 13.588 1048 1050 1059 rBV 233247 331804 2.91% 0.649%
19 13.714 1059 1061 1068 rVvV 1254679 1340886 11.76% 2.623%
20 15.051 1175 1178 1183 rBV 833322 1087838 9.54% 2.128%

Sum of corrected areas: 51120791
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090816\

BF090030.D

8 Sep 2016 17:55

UM/SJ

H4704-03

9 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
ion Parameters: LSCINT.P

Abundance TIC: BF090030.D
a000000] 1™ 6.36
5.18 6.25 675
3000000
2000000 7.16
1000000
472 6.59
Okﬁ. L e o o e e e L L s e e o e e L B e e B LA s e e A e e e o i |
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: BF090030.D
4000000 8.97 12.69
3000000
10.41
2000000
7.88
9.63 11.10
9.36
1000000
10.55 11.66 13}‘
O ——— T e e LA S s m s I e i Tt T
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: BF090030.D
4000000
3000000
2000000
13.71
1000000 15.05
Ot —— e e e e e e = R
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\BF090816\
Data File : BF090030.D

Acq On : 8 Sep 2016 17:55

Operator : UM/SJ

Sample : H4704-03

Misc :

ALS Vial : 9 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 4

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

4.72 19.82 ng 1049170 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 1,2-Butanediol 90 C4H1002 000584-03-2 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 274 (4.719 min): BF090030.D (-272) (-) m/z 43.05 100.00%
a3
5000 59 \
| s o e “l’l 4.40 460 480 500
R A R R SRR RS RRARS RARRS RARLA RARSN SRS LA RALAS RARAIARRE m/z 59.10 50.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 h
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 15.40%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500
5000 M m/z 58.10 14.61%
68
50 126 142
wﬂmmwwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate
43 4.40 4.60 4.80 5.00
m/z 41.10 8.44%
5000
58
voa 7 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090030.D

Acq On : 8 Sep 2016 17:55

Operator : UM/SJ

Sample : H4704-03

Misc :

ALS Vial : 9 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 unknown6.36 Concentration Rank 2

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

6.36 74.60 ng 3948590 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 418 (6.364 min): BF090030.D (-415) (-) m/z 132.10 100.00%
13
5000 68
6 rrrrrTrrTTTTr T T T T T
40 6.00 6.20 6.40 6.60
48 54 | 75 104 ‘
e 8 el o e | ms W Tn/z 68.10  40.46%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S S S U
6.00 6.20 6.40 6.60
0
31384451 78 m/z 134.10 32.86%
'”'ﬂ'MIJ'WH”'P'JI”'W'”'P'”I”'W'”'P'“I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 640 660
5000 m/z 66.10 25.74%
33 44 g7 105
51 60 70 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R pE s B
132 6.00 6.20 6.40 6.60
m/z 69.10 15.88%
5000 67
41 97
‘ 53 2 117
m/z--> 30 4'0 5'0 6|0 7'0 80 9'0 1(')0 110 12'0 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090030.D

Acq On : 8 Sep 2016 17:55

Operator : UM/SJ

Sample : H4704-03

Misc :

ALS Vial : 9 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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.55 2.00 ng 160938 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 784 (10.548 min): BF090030.D (-783) (-) m/z 57.10 100.00%
57
43
5000
10,20 10.40 10.60 10.80
m/z 43.10 76.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
43 o
5000 & UL SR DU DU
g5 mmmmmmmm
29 m/z 71.10 54 _.92%
Lol J 99 113 127 141155169183 107 226
m/z--> ﬁo 45 éo 85 160 150 140 160 180 200 220 250
Abundance
43 o7
71 10.'20 10.'40 10.|60 10.|80 '
5000 m/z 41.10 34.63%
85
29
15 99 113127 141 155 184
m/z--> ﬁo 45 éo 85 160 150 110 1éo 180 200 220 250
Abundance #94345: Heptadecane LI L L L L B
57 10.20 10.40 10.60 10.80
43 m/z 85.10 31.73%
71
5000 85
29 9
e g 1127141155 160180 196 210 240 oo W) )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1020 1040 1060 1080

8270-BF083116.-M Fri Sep 09 08:43:02 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090030.D

Acq On : 8 Sep 2016 17:55

Operator : UM/SJ

Sample : H4704-03

Misc :

ALS Vial : 9 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 6 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.59 4.95 ng 331804 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1050 (13.588 min): BF090030.D (-1048) (-) m/z 57.10 100.00%

97
83

5000

-

13.20 13.40 13.60 13.80 14.00
m/z 55.05 96.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

%

5000 TTTT LI L L L TT
13. 20 13. 40 13 60 13. 80 14. OO
m/z 43.10 93.83%
29 139
I 154 182 210 238 266 294
ARNRRRRE ARy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
B E RN EEE TR
97 13.20 13.40 13.60 13.80 14.00
5000 71 m/z 83.10 80.08%
29
125
14 153168 308
WWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55 13.20 13.40 13.60 13.80 14.00
m/z 69.10 72.02%
83
5000
29
d L 139154 182 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 20 13. 40 13 60 13. 80 14. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090816\
Data File : BF090030.D

Acq On : 8 Sep 2016 17:55

Operator : UM/SJ

Sample : H4704-03

Misc :

ALS Vial : 9 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... 4.72 19.8 ng 1049170 1 6.59 1058630 20.0
unknown6 .36 6.36 74.6 ng 3948590 1 6.59 1058630 20.0
Hexadecane 10.55 2.0 ng 160938 4 11.10 1607170 20.0
1-Heneicosanol 13.59 5.0 ng 331804 5 13.71 1340890 20.0
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