LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF072117\
Data File : BF096948.D

Aca On 21 Jul 2017 17:08

Operator : SJ/JU

Sample = 14290-05

Misc :

ALS Vial : 13 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-BF071317.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 4.728 462 466 481 rVB 209289 370465 9.91% 1.311%
2 5.163 535 540 543 rBVY 3155792 3593491 96.12% 12.715%
3 6.216 713 719 733 rBVY 3041891 3738535 100.00% 13.228%
4 6.328 733 738 741 rBV 3292677 3432404 91.81% 12.145%
5 6.551 773 776 780 rBV 847644 717163 19.18% 2.538%

6 6.710 799 803 806 rBV 2615622 2500032 66.87% 8.846%
7 7.122 867 873 876 rBV 2108347 2197565 58.78% 7.776%
8 7.834 990 994 998 rBV 1126630 979278 26.19% 3.465%
9 8.916 1172 1178 1181 rBV 3171292 3254025 87.04% 11.514%
10 9.310 1241 1245 1248 rBV 299018 234833 6.28% 0.831%
11 9.580 1287 1291 1295 rBV2 1121374 993024 26.56% 3.514%
12 10.033 1364 1368 1371 rVB 61181 49074 1.31% 0.174%
13 10.369 1421 1425 1429 rBV 1745957 1751380 46.85% 6.197%
14 10.504 1445 1448 1455 rBV 78846 80289 2.15% 0.284%

15 11.057 1538 1542 1545 rBV 956066 774720 20.72% 2.741%
16 12.645 1807 1812 1815 rBV 2200628 2213256 59.20% 7.831%
17 13.551 1962 1966 1974 rBV 167015 190410 5.09% 0.674%

18 13.680 1984 1988 1992 rBV 636529 573281 15.33% 2.028%
19 15.045 2215 2220 2226 rBV 517998 618382 16.54% 2.188%

Sum of corrected areas: 28261607
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096948.D

Aca On : 21 Jul 2017 17:08

Operator : SJ/JU

Sample = 14290-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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: BF096948.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096948.D

Aca On : 21 Jul 2017 17:08

Operator : SJ/JU

Sample = 14290-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.73 10.33 ng 370465 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-0ctanol 130 C8H180 000589-98-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28

Abundance Scan 466 (4.728 min): BF096948.D (-462) (-) m/z 43.00 100.00%
43.0
5000 59.0
| 630 1°|1'1 440 460 4.80 5.00
SNSRIt - m/z 59.00 50.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL R
59.0 440 460 480 500
0
150 4, 1010 m/z 101.10 14 .50%
‘ 1L ) L Il 83'0 Il
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
440 460 480 500
5000 m/z 58.00 12.26%
41.0
73.0 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol B A e e  a
59.0 440 4.60 4.80 5.00
m/z 41.10 9.28%
5000 29.0 41.0 83.0
101.0
‘ ‘ MJM yl, 70.0 ‘ ‘ 1120 129.0
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096948.D

Aca On : 21 Jul 2017 17:08

Operator : SJ/JU

Sample = 14290-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 2 unknown6.33 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.33 95.72ng 3432400  1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvoromine-propionvl 189 CI2HISNO 1000123-86-3 10
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO

028749-81-7 9
022291-85-6 9
031357-76-3 9

Abundance Scan 738 (6.328 min): BF096948.D (-733) (-) m/z 132.00 100.00%
132.0

5000 68.1

40.1 540 %.1 6.00 6.20 6.40 6.60
| , 1151
SRS N - S | S — m/z 68.10 41.01%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
116.0
5000 98.0 R e e  EEREERmEEs
6.00 6.20 6.40 6.60
m/z 134.00 33.04%
e UL s 1890
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
T T
6.00 6.20 6.40 6.60
5000 m/z 66.00 26.78%
63.0 81.0
31.0 490 112.0
L e o LA e e B S o e o e B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- EAm T B
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.33%
117.0
5000
39.0 910
e L)
| ‘\ \‘\\ ‘M L oy wl ‘\ m ‘
I o B B L 0 NN o

I
m/z--> 20 40 60 80 100 120 140 160 180

6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096948.D

Aca On : 21 Jul 2017 17:08

Operator : SJ/JU

Sample = 14290-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.50 2.07 ng 80289 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptacosane 380 C27H56 000593-49-7 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1447 (10.498 min): BF096948.D (-1445) (-) m/z 57.05 100.00%
57.0
5000
85.1
| ‘ 1131 1411 10.20 10.40 10.60 10.80 '
R A i e R RAS m/z 43.10 76.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
57.0
5000 AR DA B BN
85.0 10 20 10. 40 10 60 10. 80
29.0 ' m/z 71.00 44 .81%
‘ L o U3 0 141 0 169.0 197.0 226 0
m/z--> 25 45 eb ab 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.10 30.64%
85.0
29.0

113.0 141.0 184.0

WWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57.0 10.20 10.40 10.60 10.80
m/z 41.00 24 _.20%

5000

h | 1130 1410 1690 197.0 2250 2530 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 20 10. 40 10 60 10. 80

290‘
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096948.D

Aca On : 21 Jul 2017 17:08

Operator : SJ/JU

Sample = 14290-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.55 6.64 ng 190410 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90
Abundance Scan 1966 (13.551 min): BF096948.D (-1962) (-) m/z 57.10 100.00%
57.1
7.1
5000
39.1 13.20 13.40 13.60 13.80
L 280 10 o h77 55.05  94.76%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
55.0
97.0
5000 NSRS BN B
13.20 13.40 13.60 13.80
m/z 43.10  87.29%
14.0 | .‘-H- ;H\,M‘I J‘ $0w0 ses0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
430 &30
13.'20 13.'40 13.|60 13.|80 '
5000 m/z 83.10 71.52%
125.0
167.0 210.0  280.0
miz-> 0 55 160 1éo 260 2éo 360 3éo 460 4%0 '
Abundance #234187: 17-Pentatriacontene
43.0 13.20 13.40 13.60 13.80
m/z 97.10 64.77%
5000 83.0
| J 1250 167 02100 267.0307.0 490.0 \ A -
mz—-> 0 5'0 1(')0 1éo 2(')0 2éo 3(')0 3&'30 4(')0 4éo ' 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072117\
Data File : BF096948.D

Acq On 21 Jul 2017 17:08

Operator : SJ/JU

Sample - 14290-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 10.3 ng 370465 1 6.55 717163 20.0
unknown6 .33 6.33 95.7 ng 3432400 1 6.55 717163 20.0
Hexadecane 10.50 2.1 ng 80289 4 11.06 774720 20.0
1-Docosene 13.55 6.6 ng 190410 5 13.68 573281 20.0
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