LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094961.D

Aca On : 6 May 2017 15:06

Operator : SJ/MA

Sample : 12947-07

Misc :

ALS Vial : 10 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 5.031 523 526 548 rBV 101591 206242 9.65% 1.126%
2 5.660 630 633 656 rBY 1045842 1790160 83.73% 9.772%
3 7.260 900 905 921 rBVY 1242741 1888499 88.33% 10.309%
4 7.378 921 925 938 rVB 1588863 2137928 100.00% 11.671%
5 7.719 979 983 993 rBV 422499 493458 23.08% 2.694%

6 7.960 1019 1024 1040 rBV 1263643 1565599 73.23% 8.547%
7 8.619 1131 1136 1160 rBV 843663 1206767 56.45% 6.588%
8 9.742 1322 1327 1344 rBV 478052 678744 31.75% 3.705%
9 11.513 1623 1628 1644 rBV 1646689 2070147 96.83% 11.301%
10 12.207 1742 1746 1758 rBV 203866 274686 12.85% 1.500%
11 12.571 1803 1808 1819 rBV2 504156 731216 34.20% 3.992%
12 13.412 1946 1951 1956 rVB 33016 39971 1.87% 0.218%
13 13.865 2023 2028 2044 rBV 736617 1182700 55.32% 6.456%
14 14.189 2077 2083 2086 rBV 28049 33359 1.56% 0.182%
15 14.971 2212 2216 2233 rBV 427129 651389 30.47% 3.556%
16 15.936 2377 2380 2393 rBV 55686 82148 3.84% 0.448%
17 17.030 2562 2566 2572 rBV2 14610 23481 1.10% 0.128%
18 17.295 2606 2611 2622 rBV2 1690973 1936956 90.60% 10.574%
19 18.600 2826 2833 2836 rBv4 16482 42281 1.98% 0.231%

20 18.642 2836 2840 2847 rVV 454175 648076 30.31% 3.538%
21 18.700 2847 2850 2859 rVB 114301 124664 5.83% 0.681%
22 20.306 3118 3123 3135 rBV 343266 509977 23.85% 2.784%

Sum of corrected areas: 18318448
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094961.D

Aca On : 6 May 2017 15:06

Operator : SJ/MA

Sample : 12947-07

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF094961.D
7.38
1500000
7.2 7.96
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1000000
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7T e e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF094961.D
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1500000
1000000
13.87
500000 9.74 12.57 14.97
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o - r—_—— — —e et ey—r-— ! —_——rNe—————
Time-->  9.50 10.00 1050 11.00 11.50 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00  16.50
Abundance TIC: BF094961.D
17|29
1500000
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20.31
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Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 2150 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094961.D

Aca On : 6 May 2017 15:06

Operator : SJ/MA

Sample : 12947-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.03 8.36 ng 206242 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 43
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 526 (5.031 min): BF094961.D (-523) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R
| 83.0 4.60 4.80 5.00 5.20 5.40
o} Y Y 1 NSOV | . eSS AN m/z 59.10 60.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS UL UL LR
59.0 460 480 500 520 540
m/z 101.10 22 .42%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 5.40
5000 m/z 58.00 14 .64%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A REmEE O
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.89%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘\ \‘ 519“‘ “ 98.0
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 460 480 5.00 520 5.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094961.D

Aca On : 6 May 2017 15:06

Operator : SJ/MA

Sample : 12947-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 unknown7.38 Concentration Rank 1

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

7.38 86.65 ng 2137930 1,4-Dichlorobenzene-d4 7.72
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 925 (7.378 min): BF094961.D (-921) (-) m/z 132.00 100.00%
132.0
5000 68.0
01 500 || g0 "% s0r0 T 75 1 1 7%
o Y MO A N -1 D £ I | N m/z 68.05 38.17%
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 N
5000 S UL I R
7.00 7.20 7.40 7.60 7.80
2.0 510 m/z 134.00 32.87%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.00 7.0 7.40 7.60 7.80
5000 67.0 m/z 66.00 23.62%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 14.97%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050617\
Data File : BF094961.D

Aca On : 6 May 2017 15:06

Operator : SJ/MA

Sample : 12947-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.94 2.52 ng 82148 Phenanthrene-d10 14 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 58
Abundance Scan 2381 (15.942 min): BF094961.D (-2377) (-) m/z 73.00 100.00%
431 30
5000
570 129.1
. 213.2 R EEE e e e R
uu 1571 1851 256.2 1560 15.80 16,00 16.20
o} m/z 43.10 79.79%
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
83.0 15.60 15.80 16.00 16.20
‘ 1570 1gso 2130 2560 | M/Z 60.00  71.33%
0 AR I‘ﬂ' Al .‘l‘.‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 730
15,60 15.80 16.00 16.20
5000 m/z 41.00 65.33%
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 #84453: Tetradecanoic acid A
73.0 15.60 15.80 16.00 16.20
43.0 m/z 57.10 65.31%
5000 129.0
185.0 228.0
N |
Ol II‘I\III‘H‘I\‘HIII‘HI\ M‘\ Imlwlll\lllllle:e:lol ||||‘|||||||||||||||
miz-> 20 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050617\
Data File : BF094961.D

Acq On : 6 May 2017 15:06

Operator : SJ/MA

Sample : 12947-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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]
2-Pentanone, 4-hy... 5.03 8.4 ng 206242 1 7.72 493458 20.0
unknown? .38 7.38 86.7 ng 2137930 1 7.72 493458 20.0
n-Hexadecanoic acid 15.94 2.5 ng 82148 4 14.97 651389 20.0
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