LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053117\
Data File : BF095566.D

Aca On : 31 May 2017 16:23

Operator : SJ/MA

Sample = 13329-03

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-BF050217 .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 4.825 504 508 529 rBV 95448 301255 8.13% 0.992%
2 5.472 614 618 652 rBY 1848517 3266797 88.15% 10.762%
3 7.107 890 896 909 rBVY 1929118 3169010 85.51% 10.440%
4 7.213 909 914 939 rVB 2439185 3598696 97.10% 11.855%
5 7.548 968 971 986 rBV 423660 588721 15.88% 1.939%

7.789 1006 1012 1039 rBV 1868854 2607122 70.35% 8.589%
8.466 1121 1127 1147 rBV 1218228 1829506 49.36% 6.027%
9.583 1312 1317 1334 rBV 565124 834561 22.52% 2.749%
11.360 1612 1619 1634 rBV 2623357 3706156 100.00% 12.209%
12.048 1731 1736 1752 rBV 656374 834066 22.50% 2.748%

=
QO ~NO®

11 12.407 1791 1797 1810 rBV2 672869 882115 23.80% 2.906%
12 13.707 2012 2018 2033 rBV 1393966 2116110 57.10% 6.971%
13 14.024 2067 2072 2083 rBV 41176 73620 1.99% 0.243%
14 14.806 2200 2205 2217 rVB 732926 1031218 27.82% 3.397%
15 15.795 2365 2373 2381 rBV 120987 169904 4._.58% 0.560%

16 16.624 2511 2514 2523 rVB 28421 40798 1.10% 0.134%
17 16.924 2562 2565 2571 rVB 30281 42845 1.16% 0.141%
18 17.165 2599 2606 2609 rBV 2589408 3411986 92.06% 11.240%
19 18.400 2811 2816 2829 rBV 106497 190071 5.13% 0.626%
20 18.506 2829 2834 2843 rBV 752960 965596 26.05% 3.181%

21 20.177 3114 3118 3126 rBV 504525 654773 17.67% 2.157%
22 20.671 3197 3202 3209 rBV7 19811 40570 1.09% 0.134%

Sum of corrected areas: 30355496
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF053117\
Data File : BF095566.D

Aca On : 31 May 2017 16:23

Operator : SJ/MA

Sample : 13329-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA F\METHODS\8270-BF050217 .M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095566.D

Aca On : 31 May 2017 16:23

Operator : SJ/MA

Sample = 13329-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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.

4.82 10.23 ng 301255 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (4.819 min): BF095566.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 INAEBENARSE SRR LR
| 83.0 | 440 4.60 4.80 5.00 5.20
0“W”“P“W”“#”W”LV”W””P”W“JP”W“”P“'”“P”W”“P”' m/z 59.00 56.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 440 4.60 4.80 5.00 5.20
150 1010 m/z 101.10 20.13%
o 80 830
mz> 10 %0 30 4 2 60 70 8 9 100 110 150 130 140 150 160
Abundance
59.0
440 460 4.80 500 5.20
5000 m/z 58.10 15.70%
43.0
0 83.0 9s.0 123.0 141.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2294: 1,2-Butanediol R EamanE TR
31.0 59.0 M04m1m05m mo

m/z 41.00 8.38%

5000

15.0 M

%0 73.0 89.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.40 4.60 480 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095566.D

Aca On : 31 May 2017 16:23

Operator : SJ/MA

Sample = 13329-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.21 Concentration Rank 1

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

7.21 122.26 ng 3598700 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 914 (7.213 min): BF095566.D (-909) (-) m/z 131.95 100.00%
131.9
5000 68.0
00 510 || a0 % 1m0 B 750 750 74 7o
o R RSO A N -1 B £ I | N m/z 68.05 38.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T e e
M0 530 o m/z 133.95  32.72%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 650 700 700 740 750
5000 ' m/z 66.05 23.01%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole | BLLELEE LA B LN B
132.0 6.80 7.00 7.20 7.40 7.60
m/z 69.10 15.20%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 15 25 §o Jo 55 éo fo 85 gb 160 110 150 150 140 680 760 750 7Zo 7%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095566.D

Aca On : 31 May 2017 16:23

Operator : SJ/MA

Sample = 13329-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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.
15.79 3.30 ng 169904 Phenanthrene-d10 14.81
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 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Tridecanoic acid 214 C13H2602 000638-53-9 46
Abundance Scan 2372 (15.789 min): BF095566.D (-2365) (-) m/z 149.00 100.00%
149.0
430 730
5000
971 1291
185.1 213.2 256.1 15.40 15.60 15.80 16.00 16.20
(o} m/z 73.00 76.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LR DU DL SO B
15. 40 15. 60 15. 80 16. oo 16 20
256.0 m/z 43.00 70.57%

157.0 1850 213.0 .
o 4 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0

15. 40 15. 60 15. 80 16. OO 16.20

5000 129.0 m/z 60.00 70.41%
97.0 199.0
157.0 242.0
0 15.0 177.0
AL IR i R e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 15.40 15.60 15.80 16.00 16.20
43.0 m/z 57.10 61.01%
5000 1290
185.0 228.0
V)
b U...,““ phk.mw..Wh,.wu., Thacl NI R S N—
m/z--> 20 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF053117\
Data File : BF095566.D

Aca On : 31 May 2017 16:23

Operator : SJ/MA

Sample = 13329-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 5 n-Tetracosanol-1

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.40 3.94 ng 190071 Chrysene-di12 18.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
5 1-Heneicosanol 312 C21H440 015594-90-8 95

Abundance Scan 2816 (18.400 min): BF095566.D (-2811) (-) m/z 83.05 100.00%
57.0 83.0
5000 1111 s
139.0 1671 303.0 18.00 18.20 18.40 18.60 18.80
0 m/z 57.05 97 .05%
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 LRI BRI BN I
18.00 18.20 18.40 18.60 18.80
m/z 43.05 94 .83%
29.0 139.0
o bl 167.0 195.0222.0 250.0 280.0 308.0 336.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
18.00 18.20 18.40 18.60 18.80
5000 111.0 m/z 55.00 87 .20%
29.0
o 1390 168.0106.0  238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol B e ma s s
55,0 83.0 18.00 18.20 18.40 18.60 18.80
m/z 69.10 87.18%
29.0
ol ‘ 1390 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 25%eomlmnmmmmmmmmmmmmmmnmm ﬁmmﬁu&oﬁmm@
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF053117\
Data File : BF095566.D

Acq On : 31 May 2017 16:23

Operator : SJ/MA

Sample - 13329-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 4.82 10.2 ng 301255 1 7.55 588721 20.0
unknown7 .21 7.21 122.3 ng 3598700 1 7.55 588721 20.0
n-Hexadecanoic acid 15.79 3.3 ng 169904 4 14.81 1031220 20.0
n-Tetracosanol-1 18.40 3.9 ng 190071 5 18.51 965596 20.0
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