LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\
Data File : BF090435.D

Aca On : 6 Oct 2016 23:04

Operator : UM/SJ

Sample : H5121-02

Misc :

ALS Vial : 14 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-BF100516.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_.577 193 196 198 rBvV 834036 1087259 12.81% 1.666%
2 5.206 247 251 259 rVB 1863361 2612913 30.80% 4.004%
3 5.606 283 286 289 rBY 5613898 6431201 75.80% 9.855%
4 5.686 291 293 294 rVB 118033 148255 1.75% 0.227%
5 6.623 372 375 377 rBVY 6275028 7065130 83.27% 10.827%

6.760 384 387 390 rBV 5743249 6760376 79.68% 10.360%
6.989 405 407 410 rBV 1005354 1262529 14.88% 1.935%
7.149 419 421 423 rVB 4640417 5007242 59.01% 7.673%
7.560 454 457 459 rBV 4390582 4883219 57.55% 7.483%
8.280 518 520 522 rBV 2094190 1797266 21.18% 2.754%

=
QO ~NO®

11 9.366 612 615 617 rBVY 8619351 8484708 100.00% 13.002%
12 9.755 646 649 651 rBV 1811690 1495922 17.63% 2.292%
13 10.040 672 674 677 rVB 2226551 1942749 22.90% 2.977%
14 10.829 740 743 746 rBV2 3114877 4553303 53.66% 6.977%
15 10.943 751 753 756 rBV 71662 117637 1.39% 0.180%

16 11.401 791 793 794 rBV 116295 102761 1.21% 0.157%
17 11.538 802 805 807 rBV 1446361 1787015 21.06% 2.738%
18 12.052 848 850 859 rBvV 259291 326935 3.85% 0.501%
19 12.841 917 919 926 rBV 124157 177021 2.09% 0.271%
20 13.127 941 944 946 rBV 7221483 6503018 76.64% 9.965%

21 14.018 1020 1022 1032 rBV 367917 440003 5.19% 0.674%
22 14.178 1034 1036 1039 rVB 1350840 1172743 13.82% 1.797%
23 15.675 1164 1167 1170 rBV 700076 1098415 12.95% 1.683%

Sum of corrected areas: 65257620
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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\BF100616\

BF090435.D

6 Oct 2016 23:04

UmM/sJ

H5121-02

14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF100516.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Time-->
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8270-BF100516.

M Fri Oct 07 15:00:25 2016

Page:




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\
Data File : BF090435.D

Aca On : 6 Oct 2016 23:04

Operator : UM/SJ

Sample : H5121-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
Quant Title : 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 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.58 17.22 ng 1087260 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 196 (4.577 min): BF090435.D (-193) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.1 98.1
| o 350 440 460 4B Sho
O e o L A S e L I B m/z 55.10 89.86%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 A AL I I
20,0 43.0 98.0 420 440 460 4.80 500
' m/z 43.10 35.03%
0 \‘\ \‘\\\ M‘ | 67.0 75.0 | L
LI FURELE SRR FULALE LU UL SURELEL SURLELEN I S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 AR R S R
43.0 420 4.40 4.60 4.80 5.00
5000 m/z 98.10 34.07%
29.0
98.0
69.0
S S S S SR I SIS I UL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3403: 2-Pentene, 3,4-dimethyl-, (2)- B R
55.0 83.0 420 4.40 4.60 4.80 5.00
m/z 39.10 22 .95%
41.0
5000
27.0 98.0
15.0 ‘ ‘ 69.0
0'"|“h'|”‘N|“"i“"ﬁ“l'w'ﬁjb"'ﬁl"w"W"'w A L S L
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\
Data File : BF090435.D

Aca On : 6 Oct 2016 23:04

Operator : UM/SJ

Sample : H5121-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
Quant Title : 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 3

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

5.21 41_.39 ng 2612910 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 251 (5.206 min): BF090435.D (-247) (-) m/z 43.10 100.00%
43.1
59.1
5000
o 5 50 520 540 550
83.1 : : : : :
0..,....,....',':...,..!.|,....7,1.'9..,.-...,...:,|....,....,....,....,...., m/z 59.10 60.79%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA AR L AR L
59.0 480 500 520 540 560
m/z 101.10 19.28%
31.0 g3 1010
O RRRAARAA RN Raa0s Rasts RERSA RARRRASSR RSN LARM NARRS A AR LA RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 560
5000 m/z 58.10 17.21%
41.0
29.0 101.0
ol 73.0 86.0
mmwwmwwmmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R A BRI
59.0 480 5.00 5.20 5.40 5.60
m/z 41.10 8.73%
5000 41.0
0 A A =X 1260 1420
mz-> 20 % 4 50 60 70 8 60 100 110 130 130 140 | | 4B0 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\
Data File : BF090435.D

Aca On : 6 Oct 2016 23:04

Operator : UM/SJ

Sample : H5121-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
Quant Title : 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 unknown5.69 Concentration Rank 7

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

5.69 2.35 ng 148255 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 22
2 5-Hexen-2-one 98 C6H100 000109-49-9 12
3 2-Propanone. 1-cvclopropvl- 98 C6H100 004160-75-2 9
4 Methvl 1-methvlcvclopropvl ketone 98 C6H100 001567-75-5 9
5 Butane, 1l-isocyanato- 99 C5HOINO 000111-36-4 9

Abundance Scan 293 (5.686 min): BF090435.D (-291) (-) m/z 43.05 100.00%
43.0
5000 56.1
831 981 540 560 580 6.00
Ob el STO 1 191 T EE 10 38, 65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #3222: 4-Penten-2-one, 3-methyl-
43.0
5000 K "'I""I'A"I""I""
5.40 5.60 5.80 6.00
70 m/z 41.10 15.30%
. D ™9 g0 830 %O
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
5.40 5.60 5.80 6.00
5000 m/z 55.10 12.27%
55.0
ol 150 21.0 10 830 980
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3253: 2-Propanone, 1-cyclopropyl- S  ERERSEan S
43.0 5.40 5.60 5.80 6.00
m/z 83.10 10.08%
5000
55.0
0 20 |l o0 830 980
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\
Data File : BF090435.D

Aca On : 6 Oct 2016 23:04

Operator : UM/SJ

Sample : H5121-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
Quant Title : 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 4 unknown6.76 Concentration Rank 1

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

6.76 107.09 ng 6760380 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 387 (6.760 min): BF090435.D (-384) (-) m/z 132.00 100.00%
13p.0
68.1
5000
96.1 SRR SRS R
40.0 | 1150 J 6.40 6.60 6.80 7.00
0! B e T m/z 68.10 52.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 A SR SR NRARE &
6.40 6.60 6.80 7.00
104.0 m/z 134.00 33.21%
510 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 SH o ok Tho
5000 9go 1160 m/z 66.10 31.60%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R B R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 19.83%
97.0
5000 0.0
3Lo0 520 116.0
0'"|'J'wl”b'“'””ﬁ"'”l'”ll""l”"l""w"' LSRR SRS R
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\
Data File : BF090435.D

Aca On : 6 Oct 2016 23:04

Operator : UM/SJ

Sample : H5121-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.05 3.66 ng 326935 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 30
Abundance Scan 850 (12.052 min): BF090435.D (-848) (-) m/z 73.10 100.00%
431 | 731
5000 &
o771 1291
171.1 213.1 256.2 11.80 12.00 12.20 12.40
o} . m/z 43.10 92.24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 R S B BN
83.0 nmnmnmnm
‘ 1570 1gso 2130 2560 | M/Z 60.10  91.26%
0 AR I‘ﬂ' Al .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 730
' 11/80 12,00 12.20 12.40
5000 m/z 57.10 78.17%
129.0 242.0
97.0 199.
o 15201710 2230
m/z--> 25 Jo éo 85 160 150 1&0 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid A R R E T
73.0 11.80 12.00 12.20 12.40
43.0 m/z 41.10 66.26%
5000 129.0

%

o

[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100616\
Data File : BF090435.D

Aca On : 6 Oct 2016 23:04

Operator : UM/SJ

Sample : H5121-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
Quant Title : 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 7 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.02 7.50 ng 440003 Chrysene-di12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 1022 (14.018 min): BF090435.D (-1020) (-) m/z 57.10 100.00%

5711 831
5000
111.1

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'
13.60 13.80 14.00 14.20 14.40

139.1 167.1 207.9

0 m/z 55.10 90.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000 111.0 T T T [ T T T T [T T T T[T T T T

13.60 13.80 14.00 14.20 14.40
m/z 43.10 86.86%

29.0 139.0
o bl 167.0 195.0222.0 250.0 280.0 308.0 336.0
I - -
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
T
13.60 13.80 14.00 14.20 14.40
5000 111.0 m/z 83.10 86.04%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115906: 1-Nonadecene TR
43. 13.60 13.80 14.00 14.20 14.40

m/z 69.10 80.02%

5000

-

154.0 182.0 210.0 238.0 266.0
e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100616\
Data File : BF090435.D

Acq On : 6 Oct 2016 23:04

Operator : UM/SJ

Sample : H5121-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
Quant Title : 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]
3-Penten-2-one, 4. .. 4 .58 17.2 ng 1087260 1 7.00 1262530 20.0
2-Pentanone, 4-hy... 5.21 41.4 ng 2612910 1 7.00 1262530 20.0
unknown5.69 5.69 2.4 ng 148255 1 7.00 1262530 20.0
unknown6.76 6.76 107.1 ng 6760380 1 7.00 1262530 20.0
n-Hexadecanoic acid 12.05 3.7 ng 326935 4 11.54 1787020 20.0
n-Tetracosanol-1 14.02 7.5 ng 440003 5 14.18 1172740 20.0
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