LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072619\
Data File : BF115813.D

Aca On 27 Jul 2019 3:13

Operator : HP/JU

Sample : K3620-19 5X

Misc :

ALS Vial : 23 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-BF071219.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 2.122 3 6 56 rvB4 232830 793040 79.30% 7.384%
2 5.492 575 579 595 rBV 325280 414832 41.48% 3.863%
3 6.498 746 750 765 rBV 349923 449380 44.94% 4.184%
4 6.639 771 774 782 rBV 535329 474072 A47.41% 4.414%
5 6.869 810 813 824 rBV 772547 723652 72.36% 6.738%
6 7.028 836 840 849 rBV 449276 407821 40.78% 3.797%
7 7.428 905 908 923 rBV 207259 268444 26.84% 2.500%
8 8.151 1027 1031 1037 rBV 851819 769398 76.94% 7.164%
9 9.222 1210 1213 1226 rBV 377685 500646 50.06% 4.662%
10 9.569 1264 1272 1273 rBv4 7299 10700 1.07% 0.100%
11 9.616 1277 1280 1289 rVB 55854 74115 7.41% 0.690%
12 9.769 1303 1306 1310 rBV 18656 18725 1.87% 0.174%
13 9.904 1326 1329 1345 rVB 891505 869951 86.99% 8.100%
14 10.333 1400 1402 1405 rVB 15223 12491 1.25% 0.116%
15 10.457 1419 1423 1427 rBvV2 8385 12253 1.23% 0.114%
16 10.557 1436 1440 1443 rBvV 10970 12189 1.22% 0.113%
17 10.692 1460 1463 1475 rBV 181255 217192 21.72% 2.022%
18 10.822 1480 1485 1488 rBvV 36367 43333 4.33% 0.403%
19 11.257 1554 1559 1562 rBvV3 20466 23102 2.31% 0.215%
20 11.286 1562 1564 1570 rVB2 27646 27790 2.78% 0.259%
21 11.392 1578 1582 1585 rBV 791132 779895 77 .99% 7.262%
22 11.469 1592 1595 1599 rVB 18622 19727 1.97% 0.184%
23 11.633 1619 1623 1627 rBV5 7660 15457 1.55% 0.144%
24 11.680 1628 1631 1634 rVVv2 21899 18713 1.87% 0.174%
25 11.722 1636 1638 1644 rVB2 11700 15028 1.50% 0.140%
26 11.780 1644 1648 1650 rBV 47438 40521 4 .05% 0.377%
27 11.892 1664 1667 1669 rBV 32201 30461 3.05% 0.284%
28 11.922 1669 1672 1677 rVB 42158 52922 5.29% 0.493%
29 12.004 1683 1686 1688 rBV 38929 36859 3.69% 0.343%
30 12.027 1688 1690 1694 rVB 24612 22981 2.30% 0.214%
31 12.086 1698 1700 1705 rVB2 21826 20534 2.05% 0.191%
32 12.186 1714 1717 1720 rBvV4 13959 14575 1.46% 0.136%
33 12.369 1745 1748 1750 rBV2 24697 20711 2.07% 0.193%
34 12.445 1757 1761 1762 rBV 40277 45556 4 _.56% 0.424%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF072619\
Data File : BF115813.D

Aca On 27 Jul 2019 3:13

Operator : HP/JU

Sample : K3620-19 5X

Misc :

ALS Vial : 23 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.463 1762 1764 1766 rVvV 242335 226870 22.69% 2.112%

36 12.486 1766 1768 1773 rVV 326441 300582 30.06% 2.799%

37 12.527 1773 1775 1780 rVV3 16648 19644 1.96% 0.183%
38 12.569 1780 1782 1785 rVB2 39699 31550 3.15% 0.294%
39 12.604 1785 1788 1793 rBV 116674 111253 11.12% 1.036%
40 12.698 1802 1804 1807 rBV2 11368 11268 1.13% 0.105%
41 12.833 1822 1827 1833 rBVY 152230 176897 17.69% 1.647%
42 12.892 1834 1837 1840 rVB2 22170 23877 2.39% 0.222%
43 12.968 1846 1850 1859 rVB 562106 534002 53.40% 4.972%
44 13.045 1860 1863 1868 rBV4 24275 43957 4._.40% 0.409%
45 13.157 1876 1882 1885 rBVY 41411 68137 6.81% 0.634%
46 13.268 1898 1901 1904 rBV2 28844 29665 2.97% 0.276%
47 13.357 1914 1916 1919 rVB 21655 19565 1.96% 0.182%
48 13.392 1919 1922 1924 rBV 22727 27048 2.70% 0.252%

49 14.027 2026 2030 2034 rBV 890292 1000044 100.00% 9.312%
50 15.504 2276 2281 2291 rVB 579838 858196 85.82% 7.991%

Sum of corrected areas: 10739621
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072619\
Data File : BF115813.D

Aca On 27 Jul 2019 3:13

Operator : HP/JU

Sample : K3620-19 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072619\
Data File : BF115813.D

Aca On 27 Jul 2019 3:13

Operator : HP/JU

Sample : K3620-19 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.12 21.92 ng 793040 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (2.122 min): BF115813.D (-3) (-) m/z 73.00 100.00%
7B
5000 A
43 55 87 M
2.20 2.30 2.40 2.50
o..,....,...3.$,|:.'..5,0..|:.~,..‘??,'.:..,....,....,...., m/z 43.00 32.89%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 IRSERARSE N RARAR RS
43 2.20 2.30 2.40 2.50
55 87 m/z 87.00 24.58%
A N B
mz-> 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
7B
ERURRS R U LU
2.20 2.30 2.40 2.50
5000 m/z 55.00 23.24%
45
29
o L 39| 50 67 |, 101
mz-> 20 30 40 50 60 70 80 90 100
Abundance #827: 1-Propene-1-thiol R e R
73 2.20 2.30 2.40 2.50
m/z 71.00 11.42%
5000
45
0 40 5560 65 |,
LA S R UL FUL LS FLRL L FUL AL LR SRR HRNURRSE U U LU
m/z--> 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072619\
Data File : BF115813.D

Aca On 27 Jul 2019 3:13

Operator : HP/JU

Sample : K3620-19 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.64 Concentration Rank 2

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

6.64 13.10 ng 474072 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 774 (6.639 min): BF115813.D (-771) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 . . . .
o e Ly W w/z 68.00  40.48%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.61%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 27.42%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 17.05%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF072619\
Data File : BF115813.D

Aca On 27 Jul 2019 3:13

Operator : HP/JU

Sample : K3620-19 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 9,15-Octadecadienoic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.46 5.82 ng 226870 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 98
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 98
4 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 94
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 94

Abundance Scan 1764 (12.463 min): BF115813.D (-1762) (-) m/z 67.00 100.00%

a7

5000

-

12.20 12.40 12.60 12.80

135
150166 187 211226 263 204

0 m/z 81.00 79.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
VIR
5000 95 TT T[T T T T[T I T T Trrrrrr1
12.20 12.40 12.60 12.80
110 004 m/z 55.00 55.90%
o | [, 23190 178105 220257 263
R L AL B e LA AR AR o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67
T T

12.20 12.40 12.60 12.80

4l m/z 95.00 52.94%

5000
294
oLt 178 105 220037 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)- R B
41 67 12.20 12.40 12.60 12.80
m/z 41.00 48.03%
o i 135150 478 262 294
RRBARES Las R e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072619\
Data File : BF115813.D

Aca On 27 Jul 2019 3:13

Operator : HP/JU

Sample : K3620-19 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.49 7.71 ng 300582 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
2 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 89
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 76
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 76
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 76
Abundance Scan 1769 (12.492 min): BF115813.D (-1766) (-) m/z 74.00 100.00%
74 264
97
5000
59 14 134 161 181 N
| ‘ ‘ | 300 12.20 12.40 12.60 12.80
Olrrrrrrreel L L m/z 264.20 99.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
74
5000 LI IS UL LN B

12.20 12.40 12.60 12.80
m/z 87.00 79.26%

180
0 138 165 207222 246 264 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester
55
12.20 12.40 12.60 12.80
5000 m/z 84.00 78.36%

123138153 180 (7222 46254

296
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester e
56 12.20 12.40 12.60 12.80

m/z 97.00 76 .24%

5000

29
264

123
138 153 180 207222

I T I T
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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072619\
Data File : BF115813.D

Acq On 27 Jul 2019 3:13

Operator : HP/JU

Sample - K3620-19 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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]
Butane, 2-methoxy... 2.12 21.9 ng 793040 1 6.87 723652 20.0
unknown6 .64 6.64 13.1 ng 474072 1 6.87 723652 20.0
9,15-Octadecadien... 12.46 5.8 ng 226870 4 11.39 779895 20.0
9-Octadecenoic ac... 12.49 7.7 ng 300582 4 11.39 779895 20.0
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