LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062819\
Data File : BF115305.D

Aca On 29 Jun 2019 1:54

Operator : HP/JU

Sample : K3158-07 2X

Misc :

ALS Vial : 24 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF062119.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 4.425 418 423 429 rVB 63453 75012 2.47% 0.187%
2 5.189 549 553 557 rBVY 2451820 2289566 75.49% 5.698%
3 6.236 726 731 734 rBV 2679142 2428526 80.07% 6.044%
4 6.260 734 735 743 rVB 66035 63176 2.08% 0.157%
5 6.366 749 753 756 rBVY 2912898 2543773 83.87% 6.331%
6 6.601 789 793 796 rBVY 2142615 1832505 60.42% 4_.561%
7 6.754 815 819 822 rBVY 2635817 2067790 68.18% 5.146%
8 7.154 883 887 891 rBVY 1604585 1493473 49.24% 3.717%
9 7.878 1006 1010 1014 rBV 2657430 2359278 77.79% 5.872%
10 8.954 1189 1193 1196 rBVY 3662424 3032868 100.00% 7.548%
11 9.054 1207 1210 1214 rVB 73322 61486 2.03% 0.153%
12 9.213 1233 1237 1241 rBvV2 29502 47739 1.57% 0.119%
13 9.289 1245 1250 1252 rBV 50572 57323 1.89% 0.143%
14 9.348 1257 1260 1263 rBV 385490 310982 10.25% 0.774%
15 9.483 1280 1283 1286 rBV 63225 51706 1.70% 0.129%
16 9.583 1297 1300 1303 rBV 115703 84614 2.79% 0.211%
17 9.624 1303 1307 1311 rVV 3220006 2704275 89.17% 6.730%
18 9.654 1311 1312 1316 rVB 105601 76277 2.52% 0.190%
19 9.824 1336 1341 1346 rBV3 62130 94680 3.12% 0.236%
20 9.901 1351 1354 1358 rVB5 38886 39829 1.31% 0.099%
21 9.942 1358 1361 1363 rBvV2 39618 43259 1.43% 0.108%

22 10.077 1381 1384 1387 rVB 141560 104797 3.46% 0.261%
23 10.166 1396 1399 1403 rBV 135854 102023 3.36% 0.254%
24 10.301 1417 1422 1424 rBV 54542 58137 1.92% 0.145%
25 10.407 1436 1440 1445 rVB 2027996 1823714 60.13% 4 _539%

26 10.548 1461 1464 1471 rVB 164089 183711 6.06% 0.457%

27 10.713 1488 1492 1495 rBV2 36884 42803 1.41% 0.107%
28 10.742 1495 1497 1501 rVV3 48994 44377 1.46% 0.110%
29 10.866 1515 1518 1523 rVB4 31183 41219 1.36% 0.103%

30 10.995 1537 1540 1543 rVB 220927 161602 5.33% 0.402%

31 11.024 1543 1545 1549 rVB 66540 59953 1.98% 0.149%
32 11.095 1553 1557 1560 rBV 2865013 2849675 93.96% 7.092%
33 11.119 1560 1561 1565 rVvV 758716 480151 15.83% 1.195%
34 11.171 1567 1570 1573 rVB 175221 150217 4_.95% 0.374%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062819\
Data File : BF115305.D

Aca On 29 Jun 2019 1:54

Operator : HP/JU

Sample : K3158-07 2X

Misc :

ALS Vial : 24 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.324 1594 1596 1600 rBV2 38832 36827 1.21% 0.092%

36 11.418 1609 1612 1618 rVB2 165800 163670 5.40% 0.407%
37 11.518 1625 1629 1632 rVB2 307035 283999 9.36% 0.707%
38 11.595 1637 1642 1645 rBV 143313 165316 5.45% 0.411%
39 11.624 1645 1647 1649 rVvV 173073 150222 4._95% 0.374%
40 11.648 1649 1651 1654 rVV 517845 458600 15.12% 1.141%

41 11.707 1658 1661 1663 rVV 211292 213466 7.04% 0.531%

42 11.730 1663 1665 1668 rVB 81914 69515 2.29% 0.173%
43 11.824 1678 1681 1684 rVB2 147953 123288 4_.07% 0.307%
44 11.889 1690 1692 1694 rBVY 63663 55802 1.84% 0.139%
45 12.071 1720 1723 1725 rBY 54697 47271 1.56% 0.118%

46 12.142 1732 1735 1738 rBVY 102605 114180 3.76% 0.284%
47 12.195 1741 1744 1746 rVV 815343 664838 21.92% 1.655%
48 12.218 1746 1748 1751 rVB 1159270 859155 28.33% 2.138%
49 12.301 1758 1762 1766 rBVY 585100 554662 18.29% 1.380%
50 12.354 1768 1771 1775 rBV3 62999 93559 3.08% 0.233%

51 12.430 1781 1784 1792 rBV4 226253 342669 11.30% 0.853%
52 12.524 1796 1800 1803 rVV 553042 551117 18.17% 1.372%
53 12.583 1807 1810 1815 rVB3 102738 128684 4.24% 0.320%
54 12.677 1822 1826 1830 rBV 3422800 2954903 97.43% 7.354%

55 12.854 1854 1856 1860 rVB 108551 92292 3.04% 0.230%
56 12.918 1865 1867 1869 rBV 95477 89789 2.96% 0.223%
57 13.077 1892 1894 1897 rVB 70632 55927 1.84% 0.139%
58 13.124 1900 1902 1905 rBV3 67964 64931 2.14% 0.162%
59 13.718 1998 2003 2006 rBV 2532212 2515183 82.93% 6.260%
60 13.742 2006 2007 2009 rVB 158737 71404 2.35% 0.178%

61 15.083 2231 2235 2239 rVB 1323599 1399413 46.14% 3.483%

Sum of corrected areas: 40181198
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115305.D

Aca On 29 Jun 2019 1:54

Operator : HP/JU

Sample : K3158-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF115305.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115305.D

Aca On 29 Jun 2019 1:54

Operator : HP/JU

Sample : K3158-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 unknown6.37 Concentration Rank 1

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

6.37 27.76 ng 2543770 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 754 (6.372 min): BF115305.D (-749) (-) m/z 131.95 100.00%
132
5000
68
96 ryrTrTTTTT T T T T T T T
40 54 ‘ 75 103 6.00 6.20 6.40 6.60 6.80
o....,...:;-:..“ﬁ:...??.!.',..'..,..5.‘?,..!.,.-:..,.1.1?.,....,"...,.. m/z 134.00  34.47%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR SRR N
6.00 6.20 6.40 6.60 6.80
3 78 m/z 68.00 29.46%
1 33
44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
SRS SR ARRARNRRAE
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 18.78%
g 57 8 76
89 103
bzl el L B ws
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R A REEamEas e
132 6.00 6.20 6.40 6.60 6.80
m/z 131.00 12.88%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8IO 9'0 100 110 12'0 130 140 6.00 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115305.D

Aca On 29 Jun 2019 1:54

Operator : HP/JU

Sample : K3158-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.65 3.22 ng 458600 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 1651 (11.648 min): BF115305.D (-1649) (-) m/z 73.00 100.00%
43 60 s
5000 129
85 15 213
A U 8 143 127171185 199 227 ,,, 256 11.40 11.60 11.80 12.00
Obprrrr -l m/z 60.00 79.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 RN LI BRI BRI U

11:40 11.60 11.80 12.00
m/z 43.00  79.54%

213
143 157171 185 199

ey

m/z--> 20 40 60
Abundance

80 100 120 140 160 180 200 220 240 260
#84453: Tetradecanoic acid

60 78
43 L
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 66 .50%
29 185 228
‘ T7 01115 143157171 ‘ 199
ok, ‘...,‘.‘..“.“‘.u‘.‘ ,M },..u‘. AR A i A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid B A B B B
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 58.91%
5000
29
129
L T
o I Hh“m\\\\ 101 | | 143157 | 195998 |
A o LA ma o AR e o R AL B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115305.D

Aca On 29 Jun 2019 1:54

Operator : HP/JU

Sample : K3158-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.19 4_.67 ng 664838 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
Abundance Scan 1743 (12.189 min): BF115305.D (-1741) (-) m/z 67.00 100.00%

41
5000
109
150164 263 11.80 12.00 12.20 12.40 12.60

o,”.Jh. 178 196 220 245 294 n/z  81.00 80 89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

81

-

5000 TTT T TTTT TTTT TT T
11. 80 12. OO 12 20 12. 40 12 60
m/z 55.00 62.03%
0t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
6/7

81 IIIIIIIIIIIIIIIIIIIIIII
11.80 12.00 12.20 12.40 12.60
5000 m/z 95.00 54_.12%

124 150 294

263

164
178190206220234249

-

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T T

41 67 11.80 12.00 12.20 12.40 12.60
81 m/z 41.00 52.64%
5000 95
109 294
123

. L L earsianp0602003 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 80 12. 00 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115305.D

Aca On 29 Jun 2019 1:54

Operator : HP/JU

Sample : K3158-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 5 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.22 6.03 ng 859155 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 8-0Octadecenoic acid. methvl este... 296 C19H3602 026528-50-7 99
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
4 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 99
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99

Abundance Scan 1748 (12.218 min): BF115305.D (-1746) (-) m/z 55.00 100.00%

5000

:

2 12,00 12.20 12.40 12.60
0 296 395 12.00 12.20 12.40 12.

m/z 69.05 72.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

:

12.IOO 12!20 12.I4O 12!60
m/z 41.00 67.67%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141305: 8-Octadecenoic acid, methyl ester, (E)-

:

12.00 12.20 12.40 12.60
m/z 74.00 64.02%

5000

(o}

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141285: 10-Octadecenoic acid, methyl ester R e N e
12.00 12.20 12.40 12.60
m/z 83.05 56.54%

.,

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60

5000

]
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062819\
Data File : BF115305.D

Aca On 29 Jun 2019 1:54

Operator : HP/JU

Sample : K3158-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.43 2.72 ng 342669 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 1784 (12.430 min): BF115305.D (-1781) (-) m/z 72.95 100.00%
43 g7 78
5000
" 1220 12.40 1260 12.80
0 m/z 43.00 90.75%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
48 57 73
5000 129 U AR BN SRR B
12.20 12.40 12.60 12.80
m/z 57.00 84.78%
0‘
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid
8 1
5 U AR BN SRR B

12.20 12.40 12.60 12.80
5000 256 m/z 60.00 76.87%

157171

194

-

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid
43 57 73 12.20 12.40 12.60 12.80
m/z 55.00 67.14%
5000 129
2
F ‘ 157171
Y Pk'Jm“””' UL BRI UL BURILE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF062119.M Mon Jul 01 16:43:25 2019 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062819\
Data File : BF115305.D

Acq On 29 Jun 2019 1:54

Operator : HP/JU

Sample - K3158-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
unknown6 .37 6.37 27.8 ng 2543770 1 6.60 1832510 20.0
n-Hexadecanoic acid 11.65 3.2 ng 458600 4 11.10 2849680 20.0
9,12-Octadecadien... 12.19 4.7 ng 664838 4 11.10 2849680 20.0
9-Octadecenoic ac... 12.22 6.0 ng 859155 4 11.10 2849680 20.0
Octadecanoic acid 12.43 2.7 ng 342669 5 13.72 2515180 20.0
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