LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF022317\
Data File : BF093114.D

Aca On : 23 Feb 2017 19:49

Operator : SJ/MA

Sample : 11954-03

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-BF013017.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 5.013 253 256 271 rVB 1042923 1760934 40.81% 4 .555%
2 5.436 290 293 296 rBVY 3710291 3796082 87.97% 9.819%
3 6.476 381 384 387 rBVY 3436958 3837683 88.93% 9.926%
4 6.602 393 395 398 rBVY 3552503 3719477 86.19% 9.621%
5 6.830 413 415 418 rBV 892359 923966 21.41% 2.390%
6 6.990 427 429 432 rBV 3317320 2989650 69.28% 7.733%
7 7.402 462 465 468 rBV 2462526 2479426 57 .46% 6.413%
8 7.516 473 475 480 rVB 33007 50694 1.17% 0.131%
9 8.122 525 528 530 rBY 1425080 1305777 30.26% 3.377%
10 9.196 619 622 625 rBY 3823377 4315356 100.00% 11.162%

11 9.596 655 657 659 rBvV 694225 629475 14.59% 1.628%
12 9.802 672 675 679 rBvV 39436 57851 1.34% 0.150%
13 9.870 679 681 684 rVvB 1406068 1384282 32.08% 3.580%
14 10.305 715 719 721 rBV2 115462 123975 2.87% 0.321%
15 10.522 735 738 741 rBV 38818 63327 1.47% 0.164%

16 10.659 747 750 753 rBv2 1855917 2520101 58.40% 6.518%
17 10.773 758 760 765 rVB 160499 192470 4._.46% 0.498%
18 11.219 797 799 801 rBV 95551 100844 2.34% 0.261%
19 11.356 809 811 813 rBV 1650550 1418335 32.87% 3.669%
20 11.653 835 837 839 rBvV 41435 48413 1.12% 0.125%

21 12.945 947 950 952 rBV 4016143 3980277 92.24% 10.295%
22 13.837 1025 1028 1036 rBV 180629 286554 6.64% 0.741%
23 13.997 1039 1042 1044 rBV 1344772 1342833 31.12% 3.473%
24 14.831 1112 1115 1117 rBV 104932 138966 3.22% 0.359%
25 15.414 1164 1166 1177 rBV 693126 1100568 25.50% 2.847%

26 15.837 1200 1203 1206 rBV 27100 49827 1.15% 0.129%
27 16.317 1242 1245 1251 rVB2 21373 44622 1.03% 0.115%
Sum of corrected areas: 38661765
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF022317\

BF093114.D

23 Feb 2017 19:49

SJ/MA

11954-03

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance :
O000GE TIC: BF093114.D
5.44 g 60
6.4 6.99
3000000
7.40
2000000
5.01
1000000 6.83
7.52
O T I e e e e L s e e e L N A e e e e e B LA B e s T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093114.D
4000000 9.20 1995
3000000
2000000 10.66
11.36
8.12 9.87
1000000
9.60
o | A 9 10301571077 112 11.65
T — plppceeor P—bepls A ——— ——— ——— —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance : .
O000GE TIC: BF093114.D
3000000
2000000
14.00
1000000
15.41
13.84
o 14.83 1584  16.32
oy T o ofer I s T ——T== = T ——— T ——T
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\BF022317\
Data File : BF093114.D

Aca On : 23 Feb 2017 19:49

Operator : SJ/MA

Sample : 11954-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
" 5.01 38.12ng 1760930  1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160

000540-88-5 39
017348-59-3 33

4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 256 (5.013 min): BF093114.D (-253) (-) m/z 43.05 100.00%
43.0
59.1
5000
1o 460 480 500 520 5.40
83.1 - - . - -
et e e 2 e et e || M/Z 59.10 58520
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS LI L L LB L L
59.0 460 4.80 5.00 520 5.40
m/z 101.10 17.71%
15.0 31.0 101.0 b
...,”t.,”.wﬂ”.uﬂh..,”:.,”..,”..?EQ.,”.:ﬂ...“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
B E R
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 16.43%
20.0 101.0
15.0 73.0 83.0
i I B o e Bl BB mma e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.59%
5000
41.0
29.0 101.0
‘\‘\ | \‘\50'0‘\\\ 73.0 86.0 ‘
B e B R B Ema AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093114.D

Aca On : 23 Feb 2017 19:49

Operator : SJ/MA

Sample : 11954-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.60 Concentration Rank 1

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

6.60 80.51 ng 3719480 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 395 (6.602 min): BF093114.D (-393) (-) m/z 132.10 100.00%
1321
5000 68.1
200 S 020 ok 60 ko 750
L o m/z 68.10 45 .58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IRESE SRR SR SRR
620 640 660 6.80 7.00
310 510 ‘ ‘ m/z 134.10 32.33%
‘ I 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 29.05%
104.0
270 510 %00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T RaRa BEE
57.0 13p.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.74%
74.0
5000 98.0 116.0
MM IR CY-SE Y- S | Y A
m/z--> 20 40 100 120 140 160 180 6.20 640 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093114.D

Aca On : 23 Feb 2017 19:49

Operator : SJ/MA

Sample : 11954-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.77 2.71 ng 192470 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
3 Tetradecane. l1l-iodo- 324 C14H29l 019218-94-1 80
4 Tridecane 184 C13H28 000629-50-5 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 760 (10.773 min): BF093114.D (-758) (-) m/z 57.10 100.00%
5%.1
5000
10.40 10.60 10.80 11.00
1551 1832 m/z 43.10 69.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 DU R RREE B
85.0 10. 40 10. 60 10.80 11.00
29.0 : m/z 71.10 56.94Y%
| “ L ‘ 130 1410 1690 1070 2260
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance
57.0
10,40 10.60 10.80 11.00
5000 85.0 m/z 85.10 35.52%
39.0 130 1490 182.0 5050 226.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #129580: Tetradecane, 1-iodo- B R L
57.0 10.40 10.60 10.80 11.00
m/z 41.05 29.02%
5000
29.0 85.0
I L 113.0 155.0 197.0
> B o o B e Do o ik 1 e oo | | ol w0 150 woe
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093114.D

Aca On : 23 Feb 2017 19:49

Operator : SJ/MA

Sample : 11954-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 5 3-Eicosene, (E)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.84 4.27 ng 286554 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 9-Eicosene. (BE)- 280 C20H40 074685-29-3 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91

Abundance Scan 1028 (13.837 min): BF093114.D (-1025) (-) m/z 57.05 100.00%
57.0
83.1
5000
139.1 13.60 13.80 14.00 14.20
S— 1671 2070 m/z 55.10 84.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106400: 3-Eicosene, (E)-
57.0
5000 RN BN BRI BN SUM
20.0 111.0 13.60 13.80 14.00 14.20
' m/z 43.05 82 .38%
| 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
97.0 ' 13.60 13.80 14.00 14.20
5000 m/z 83.10 76.51%
29.0
125.0
153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43, 13.60 13.80 14.00 14.20
69.0 m/z 97.05 69.37%
5000
125.0
153.0  196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022317\
Data File : BF093114.D

Aca On : 23 Feb 2017 19:49

Operator : SJ/MA

Sample : 11954-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 6 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.53 ng 138966 Perylene-di12 15.43
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 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 87
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
5 _psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 83
Abundance Scan 1115 (14.831 min): BF093114.D (-1112) (-) m/z 69.05 100.00%
69.0
5000
1211 14.60 14.80 15.00 15.20
e g 38022 2821 0 n7z 81.10  55.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000
14.60 14.80 15.00 15.20
m/z 41.05 24 .37%
L %0(-0”13‘”7 '9 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1460 14.80 15.00 15.20
5000 m/z 95.10 13.55%
121.0
29.0 161.0 203.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 14.60 14.80 15.00 15.20
m/z 68.10 12.20%
5000
29.0
123.0
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022317\
Data File : BF093114.D

Acq On : 23 Feb 2017 19:49

Operator : SJ/MA

Sample : 11954-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.01 38.1 ng 1760930 1 6.83 923966 20.0
unknown6 .60 6.60 80.5 ng 3719480 1 6.83 923966 20.0
Hexadecane 10.77 2.7 ng 192470 4 11.36 1418340 20.0
3-Eicosene, (E)- 13.84 4.3 ng 286554 5 14.00 1342830 20.0
Squalene 14.83 2.5 ng 138966 6 15.43 1100570 20.0
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