LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096300.D

Aca On 29 Jun 2017 19:13

Operator : SJ/MA

Sample = 13932-01

Misc :

ALS Vial : 6 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-BF062717 .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 3.193 185 188 203 rBv2 21127 58748 1.30% 0.155%
2 4_.975 486 491 500 rvB 788145 1023528 22.64% 2.695%
3 5.393 556 562 565 rBY 4140889 4489310 99.31% 11.821%
4 6.404 728 734 737 rBVY 4169534 4520393 100.00% 11.902%
5 6.540 752 757 760 rBVY 4104011 4289106 94.88% 11.293%
6 6.769 792 796 800 rVB 1395796 1140961 25.24% 3.004%
7 6.928 819 823 826 rVB 3323637 3037315 67.19% 7.997%
8 7.328 886 891 894 rBVY 2820533 2832231 62.65% 7.457%
9 8.051 1009 1014 1017 rBV 1911503 1591353 35.20% 4_.190%
10 9.128 1192 1197 1200 rBvV 3810963 3831730 84.77% 10.089%

11 9.516 1259 1263 1266 rBV 613461 532986 11.79% 1.403%
12 9.804 1306 1312 1316 rBV 1795510 1577303 34.89%% 4._.153%

13 10.245 1385 1387 1390 rVB 66281 55962 1.24% 0.147%
14 10.586 1440 1445 1449 rBV 2233071 2268072 50.17% 5.972%
15 10.722 1464 1468 1469 rBV 69767 63964 1.42% 0.168%

16 11.280 1559 1563 1566 rBV 1412368 1377565 30.47% 3.627%
17 11.816 1650 1654 1658 rBvV2 159259 146600 3.24% 0.386%
18 12.492 1766 1769 1772 rBV 107229 93969 2.08% 0.247%
19 12.604 1783 1788 1791 rBV3 46641 64616 1.43% 0.170%
20 12.716 1801 1807 1810 rBV 102248 103953 2.30% 0.274%

21 12.869 1828 1833 1836 rBV 2675367 2529092 55.95% 6.659%
22 13.768 1983 1986 1991 rVB 139767 124333 2.75% 0.327%
23 13.916 2006 2011 2014 rBV 989467 1022323 22.62% 2.692%

24 14.927 2180 2183 2187 rBV2 46808 64373 1.42% 0.169%

25 15.274 2239 2242 2247 rVB 66496 79886 1.77% 0.210%

26 15.339 2248 2253 2257 rBV 829045 991735 21.94% 2.611%

27 16.721 2484 2488 2494 rVB4 33545 67560 1.49% 0.178%
Sum of corrected areas: 37978967
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF062917\

BF096300.D

29 Jun 2017 19:13

SJ/MA

13932-01

6 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF062717 .M

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096300.D

Aca On 29 Jun 2017 19:13

Operator : SJ/MA

Sample - 13932-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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.

4.97 17.94 ng 1023530 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 490 (4.969 min): BF096300.D (-486) (-) m/z 43.00 100.00%
43.0
5000 590
101.1 50 AR0 E0O0 E DO B
4.60 4.80 5.00 5.20 5.40
il el €80 830 | /7 59.00  51.18%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a5 b0 b0 S 5
0
150 a0 1010 m/z 58.00 13.97%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 540
5000 m/z 101.10 12.86%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R S R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 7.96%
5000
410 101.0
15.0 3810 500, | 690 830
miz--> 10 20 30 4'0 % 60 7o 8 9 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096300.D

Aca On 29 Jun 2017 19:13

Operator : SJ/MA

Sample - 13932-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown6.54 Concentration Rank 1

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

6.54 75.18 ng 4289110 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 757 (6.540 min): BF096300.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
USSR AR R SRR
400 540 | %.1 620 6.40 6.60 6.80
..,....,....,...:I'.'...,:!..,.:.-.|,..'..,??.9,..!.,}97.,0....,...., I m/z 68.10 40.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SESAERE RN SR
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 32.73%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 26.84%
41.0 97.0
53.0
79.0 117.0
wmwmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI LN L B N L |
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.68%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096300.D

Aca On 29 Jun 2017 19:13

Operator : SJ/MA

Sample - 13932-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.13 ng 146600 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1655 (11.822 min): BF096300.D (-1650) (-) m/z 60.00 100.00%

60.0

5000

157.1 1851 213.1

256.3 11.60 11.80 12.00 12.20
m/z 43.00  97.44%

39

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA B L L L L L LB

11. 60 11. 80 12. OO 12 20

0
1570 1g50 2130 256.0 m/z 73.00 93.21%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 78.17%
97.0 199.0
157.0 242.0
15.0 177.0
IR R S o e B e B B AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid L e B e
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 77.15%
- T M/WA‘/\}L—/\/\W
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096300.D

Aca On 29 Jun 2017 19:13

Operator : SJ/MA

Sample - 13932-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 1-Pentadecanethiol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.43 ng 124333 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 1986 (13.768 min): BF096300.D (-1983) (-) m/z 57.00 100.00%
57.0
97.1
5000

13.40 13.60 13.80 14.00
m/z 55.00 80.92%

125.1 153.0

193.1 244.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97496: 1-Pentadecanethiol
55.0 , 83.0

-

5000

13.I4O 13.I60 13.I8O 14.I00
m/z 43.05  75.42%

210.0

139.0 182.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 83.0
s A
13.40 13.60 13.80 14.00
5000 111.0 m/z 97.10 64 .96Y%
29.0
1390 1670 1060  238.0 266.0 294.0
wmm’mmm‘mwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1 A B e R
55.0 83.0 13.40 13.60 13.80 14.00

m/z 83.10 57.20%

5000 111.0

29.0

5

139.0 168.0  210.0 238.0
e o
miz--> 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\BF062917\
Data File : BF096300.D

Acq On 29 Jun 2017 19:13

Operator : SJ/MA

Sample - 13932-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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_97 17.9 ng 1023530 1 6.77 1140960 20.0
unknown6 .54 6.54 75.2 ng 4289110 1 6.77 1140960 20.0
n-Hexadecanoic acid 11.82 2.1 ng 146600 4 11.28 1377570 20.0
1-Pentadecanethiol 13.77 2.4 ng 124333 5 13.92 1022320 20.0
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