LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095900.D

Aca On : 13 Jun 2017 18:34

Operator : SJ/MA

Sample : 13614-10

Misc :

ALS Vial : 7 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-BF060517.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 _557 500 505 510 rBV2 9946 19946 1.09% 0.160%
2 5.257 620 624 646 rBV 134433 439202 23.91% 3.522%
3 6.934 906 909 918 rBV 97095 239432 13.04% 1.920%
4 7.004 918 921 943 rVB 598622 1220255 66.44% 9.786%
5 7.351 976 980 996 rVB 276975 388700 21.16% 3.117%
6 7.587 1015 1020 1038 rBV 604558 885856 48.23% 7.104%
7 8.269 1132 1136 1155 rBV 470956 776528 42.28% 6.227%
8 8.863 1231 1237 1245 rBV3 9711 20395 1.11% 0.164%
9 9.380 1321 1325 1343 rBVY 365067 589806 32.11% 4_.730%
10 10.163 1454 1458 1463 rBV5 12154 19912 1.08% 0.160%
11 10.710 1546 1551 1555 rvB4 18434 27815 1.51% 0.223%
12 10.827 1568 1571 1577 rVB7 18130 30226 1.65% 0.242%
13 10.886 1577 1581 1585 rBV6 12788 22949 1.25% 0.184%
14 10.945 1585 1591 1595 rvv7 11038 23624 1.29% 0.189%
15 11.033 1602 1606 1611 rBvV6 16650 35349 1.92% 0.283%
16 11.157 1622 1627 1638 rBVY 1381979 1836592 100.00% 14.728%
17 11.392 1662 1667 1669 rBVv4 11354 20250 1.10% 0.162%
18 11.545 1689 1693 1700 rVvB7 16214 31623 1.72% 0.254%
19 11.657 1708 1712 1716 rBvV3 25427 34139 1.86% 0.274%
20 11.751 1723 1728 1730 rBvV4 14037 23024 1.25% 0.185%
21 11.863 1742 1747 1763 rVB 84068 159296 8.67% 1.277%
22 12.133 1790 1793 1799 rVB7 16319 28228 1.54% 0.226%
23 12.204 1800 1805 1812 rBV2 462235 631743 34.40% 5.066%
24 12.339 1820 1828 1832 rBV10 13607 32599 1.77% 0.261%
25 12.486 1849 1853 1859 rVBS8 13806 24921 1.36% 0.200%
26 12.751 1893 1898 1901 rVB7 10708 19767 1.08% 0.159%
27 12.921 1924 1927 1937 rVB10 21240 47629 2.59% 0.382%
28 13.221 1972 1978 1982 rBVS 24168 42906 2.34% 0.344%
29 13.268 1982 1986 1991 rVB7 17167 28751 1.57% 0.231%

30 13.498 2020 2025 2038 rBV 797870 1125571 61.29% 9.026%

31 14.292 2156 2160 2167 rVB9 13101 21825 1.19% 0.175%
32 14.598 2207 2212 2222 rBV 439021 585146 31.86% 4.693%
33 15.621 2379 2386 2393 rBV2 110982 168960 9.20% 1.355%
34 16.721 2569 2573 2583 rBV 105002 147259 8.02% 1.181%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095900.D

Aca On : 13 Jun 2017 18:34

Operator : SJ/MA

Sample : 13614-10

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.974 2610 2616 2627 rVB 1552879 1829266 99.60% 14.670%
36 17.780 2749 2753 2758 rBV 47138 59474 3.24% 0.477%
37 18.233 2826 2830 2834 rBV3 28994 39819 2.17% 0.319%

38 18.315 2840 2844 2854 rBV 325223 451409 24.58% 3.620%
39 19.992 3125 3129 3141 rBV 220411 339462 18.48% 2.722%

Sum of corrected areas: 12469654
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095900.D

Aca On : 13 Jun 2017 18:34

Operator : SJ/MA

Sample : 13614-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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: BF095900.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095900.D

Aca On : 13 Jun 2017 18:34

Operator : SJ/MA

Sample : 13614-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown7.00 Concentration Rank 1

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

7.00 62.79 ng 1220260 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 920 (6.998 min): BF095900.D (-918) (-) m/z 132.00 100.00%
132.0
5000 68.1 }\
00 510 || e ° obo 650 700 120 74D
O L e K (x e m/z 68.10 39.75%
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
5000 LN AU R UL I
6.60 6.80 7.00 7.20 7.40
310 510 m/z 134.00 29.37%
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.05 23.94%
41.0 97.0
53.0
20.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 16.41%
5000
104.0
ol 140 270 390 510 000770 g90 || uso ‘\
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095900.D

Aca On : 13 Jun 2017 18:34

Operator : SJ/MA

Sample : 13614-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.62 5.77 ng 168960 Phenanthrene-d10 14.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 20
Abundance Scan 2386 (15.621 min): BF095900.D (-2379) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.1
213.2
97.1 1489 1711 256.2 15.40 15.60 15.80 16.00
o} m/z 43.05 80.73%
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 LI UL B BULIL
83.0 15.40 15.60 1580 1600
‘ 1570 1gso 2130 2560 | M/Z 60.00  73.77%
0 AR I‘ﬂ' Al .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 730
15.40 15.60 15.80 16.00
5000 m/z 55.00 65.07%
129.0
97.0 171.0 214.0
0 ’ 152.0 195.0
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #95855: Pentadecanoic acid B EREEmmEs o L
43.0 730 15.40 15.60 15.80 16.00
m/z 57.05 64 .33%
5000 129.0 Mﬁ*ﬁfﬂvwmewaj\M\J\ﬂrﬁwmvﬂwﬂm
0 I R EEmEL T L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095900.D

Aca On : 13 Jun 2017 18:34

Operator : SJ/MA

Sample : 13614-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.72 6.52 ng 147259 Chrysene-di12 18.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Pentadecane 212 C15H32 000629-62-9 53
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 25

Abundance Scan 2573 (16.721 min): BF095900.D (-2569) (-) m/z 73.00 100.00%

5000

16.40 16.60 16.80 17.00

0! m/z 43.05 92.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 , 73.0
5000 129.0 R e EEEEEmmame

16.I4O 16!60 16.I80 17.IOO
m/z 60.00 83.04%

241.0 284.0

207.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
16.40 16.60 16.80 17.00
5000 129.0 m/z 57.10 78 .09%
970 1990 2420
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50052: Undecanoic acid T B .
60.0 16.40 16.60 16.80 17.00
m/z 55.00 75.69%
5000 29.0
157.0 186.0
0 LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095900.D

Aca On : 13 Jun 2017 18:34

Operator : SJ/MA

Sample : 13614-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.78 2.64 ng 59474 Chrysene-di12 18.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 90
2 Benzeneethanamine. 2-fluoro-4-hyv... 171 C8H10FNO2 1000116-43-3 64
3 3-Cvanoauinoxaline l-oxide 171 C9H5N30 053688-02-1 50
4 Pvridine. 4-phenvl-. 1l-oxide 171 C11HONO 001131-61-9 47
5 4-Pyridinol, 2-phenyl- 171 C11HONO 1000253-54-5 40
Abundance Scan 2753 (17.780 min): BF095900.D (-2749) (-) m/z 171.10 100.00%
1711
5000
83.0 SEVGHMMES & MEHEEHDY S
44|-1 L gore 12?'1 207.0 17,40 17.60 17.80 18.00
O gttt OO0 m/z 83.05 21.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103583: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(...
171.0
5000
17.40 17.60 17.80 18.00
m/z 128.10 15.89%
83.0 128.0
o 560 N “ ‘ | ‘ 2070 2520
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240
Abundance
171.0
111.0 17.40 17.60 17.80 18.00
5000 m/z 71.10 15.09%
45.0 83.0
0I'”'P'”I”'W'”'P'”I”'W'”'P'”I”"'”'P'”I”'W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39455: 3-Cyanoquinoxaline 1-oxide
171.0 17.40 17.60 17.80 18.00
m/z 44.10 13.71%
5000
116.0
500 760 143.0
0 ||3|O|O|“|||hl||‘luu“u‘||‘|H|||“||||||‘||||‘|‘||‘||||l| e R Ema
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061317\
Data File : BF095900.D

Acq On : 13 Jun 2017 18:34

Operator : SJ/MA

Sample : 13614-10

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
unknown? .00 7.00 62.8 ng 1220260 1 7.35 388700 20.0
n-Hexadecanoic acid 15.62 5.8 ng 168960 4 14.60 585146 20.0
Octadecanoic acid 16.72 6.5 ng 147259 5 18.32 451409 20.0
1,3,5-Triazine-2,... 17.78 2.6 ng 59474 5 18.32 451409 20.0
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