LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\

Data File : BF113008.D

Aca On : 12 Mar 2019 17:42 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : K1697-01 5X el
isc _

ALS Vial : 11 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-BF022719.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 5.334 549 552 566 rBV 516076 572110 39.36% 4 .356%
2 6.363 723 727 739 rBV 622677 619268 42.61% 4_.715%
3 6.498 746 750 758 rBV 788506 654750 45.05% 4 .985%
4 6.734 786 790 800 rBVY 1120025 1000428 68.83% 7.617%
5 6.887 812 816 826 rBV 609920 522876 35.98% 3.981%
6 7.287 880 884 897 rBV 306569 354457 24.39% 2.699%
7 8.016 1004 1008 1015 rBV 1025426 1156947 79.60% 8.809%
8 9.086 1187 1190 1204 rBV 592399 729509 50.19% 5.555%
9 9.180 1204 1206 1214 rVB3 14232 19819 1.36% 0.151%
10 9.480 1255 1257 1263 rBV 29857 37199 2.56% 0.283%

11 9.763 1301 1305 1319 rBV 1240468 1292227 88.91% 9.839%
12 10.545 1435 1438 1453 rBvV 331231 398467 27.42% 3.034%

13 10.675 1458 1460 1465 rBV 13073 16502 1.14% 0.126%
14 11.122 1533 1536 1541 rBV3 11597 17113 1.18% 0.130%
15 11.239 1552 1556 1567 rBV 1109306 1210389 83.28% 9.216%
16 11.316 1567 1569 1574 rVB 13478 18051 1.24% 0.137%
17 11.645 1622 1625 1631 rVB 51300 44870 3.09% 0.342%
18 11.774 1644 1647 1658 rBV3 62631 93704 6.45% 0.713%

19 12.321 1737 1740 1742 rBV 162352 148466 10.21% 1.130%
20 12.345 1742 1744 1751 rVB2 244512 224884 15.47% 1.712%

21 12.445 1756 1761 1765 rBV2 38513 55769 3.84% 0.425%
22 12.563 1778 1781 1785 rBV4 24382 34425 2.37% 0.262%
23 12.674 1794 1800 1803 rBV 37410 45824 3.15% 0.349%
24 12.816 1820 1824 1833 rBV 661957 659316 45.36% 5.020%
25 13.004 1850 1856 1861 rBv4 11612 20726 1.43% 0.158%
26 13.068 1863 1867 1871 rVB6 13578 19233 1.32% 0.146%
27 13.727 1976 1979 1986 rBV3 36939 55624 3.83% 0.424%
28 13.863 1998 2002 2015 rBV 1238069 1453431 100.00% 11.067%
29 14.045 2030 2033 2038 rVB 35922 32409 2.23% 0.247%
30 14.345 2081 2084 2087 rBV 66545 58149 4._00% 0.443%
31 14.645 2132 2135 2138 rBV 88868 88542 6.09% 0.674%

32 14.957 2185 2188 2192 rVB 103471 113585 7.81% 0.865%
33 15.268 2237 2241 2246 rBV 806651 1093901 75.26% 8.329%
34 15.310 2246 2248 2257 rVB 116927 159674 10.99% 1.216%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113008.D

Aca On : 12 Mar 2019 17:42

Operator : JU/SJ

Sample : K1697-01 5X

Misc :

ALS Vial : 11 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.721 2314 2318 2323 rBV 73264 110671 7.61% 0.843%

Sum of corrected areas: 13133315
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\

BF113008.D

12 Mar 2019 17:42

JussJ

K1697-01 5X

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113008.D

Aca On : 12 Mar 2019 17:42

Operator : JU/SJ

Sample : K1697-01 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.50 Concentration Rank 1

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

6.50 13.09 ng 654750 1,4-Dichlorobenzene-d4 6.73
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 750 (6.498 min): BF113008.D (-746) (-) m/z 132.00 100.00%
5000 68
40 o J i) 'éza%ga P
54 . . . :
o |17 e L35 W W/z 68.00 39.55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.89%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 25.19%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 14 .94%
5000 98 116
o -‘-“‘. 89 | dor MI,,M 18 189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113008.D

Aca On : 12 Mar 2019 17:42

Operator : JU/SJ

Sample : K1697-01 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.32 2.45 ng 148466 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 93
2 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 91
3 Bicvclol2.2.21octane. 2-methvl- 124 C9H16 000766-53-0 91
4 7-Hexadecvne 222 C16H30 074685-28-2 83
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 76

Abundance Scan 1740 (12.321 min): BF113008.D (-1737) (-) m/z 66.95 100.00%

67

95

5000

-

12.00 12.20 12.40 12.60
m/z 81.00 85.07%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
4 67

-

12.IOO 12.I20 12.I40 12!60
m/z 55.00  77.44%

5000

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
67
B RBEREEE B
95 12.00 12.20 12.40 12.60
5000 m/z 41.00 59.92%
41
123 150 263 342
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl- e et .
6 95 12.00 12.20 12.40 12.60
124 m/z 95.00 58.20%

5000 4l

-

’ T I T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113008.D

Aca On : 12 Mar 2019 17:42

Operator : JU/SJ

Sample : K1697-01 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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-Octadecenoic acid, methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.35 3.72 ng 224884 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 99
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 98

Abundance Scan 1745 (12.351 min): BF113008.D (-1742) (-) m/z 55.00 100.00%

74
5000

12.00 12.20 12.40 12.60
m/z 73.95 71.36%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester

69

5000

12.00 12.20 12.40 12.60
m/z 69.00 67.91%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
69 NN LA SRS
83 12.00 12.20 12.40 12.60
5000 o 98 m/z 83.00 57.08%
123
o 137152 180 5722255 264,05 296
WWWWTWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141309: 9-Octadecenoic acid, methyl ester, (E)- R REE e e
12.00 12.20 12.40 12.60
- m/z 41.00 54 _70%

5000

:

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113008.D

Aca On : 12 Mar 2019 17:42

Operator : JU/SJ

Sample : K1697-01 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.96 2.08 ng 113585 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 94
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2189 (14.962 min): BF113008.D (-2185) (-) m/z 57.00 100.00%
57
85
5000
113 460 1480 1500 1500 |
141 207 14.60 14.80 15.00 15.20
ol bl L, ||, Loasq 263183 500 290261 287308 3%° ' "m/z 71.00 71.09%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 L B DU B SRR
Mmmmmmmm
113 m/z 43.00 64 .59%
ol 220 L L i1 1991m0211 239 267 205 323 352
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.05 52.12%
29
0 13 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane R AR BAEEE EE s
57 14.60 14.80 15.00 15.20
m/z 55.00 19.59%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113008.D

Aca On : 12 Mar 2019 17:42

Operator : JU/SJ

Sample : K1697-01 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 Heneicosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.72 2.02 ng 110671 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetradecane 198 C14H30 000629-59-4 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 87

Abundance Scan 2318 (15.721 min): BF113008.D (-2314) (-) m/z 57.00 100.00%
7
5000
113 141 160 106 225 200 15.40 15.60 15.80 16.00
o iy 260281 30331 m/z 71.00 65.28%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U AR DR U DR
mmmmmmmm
m/z 43.00 54 _.88%
29 113 1m
0 w‘\‘\u\h J ” I 4 169 197 225253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.00 53.19%
29
o 113 141 169 197 225 253 281 309 337 365 394
RIS UL UL UL UL SR UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane R o o o
57 15.40 15.60 15.80 16.00
m/z 55.00 23.29%
5000 85
29
0 l‘ o i J 1113 141 169 198
m/z--> 55 160 1%0 200 250 300 3%0 ' 1540 1560 1580 1600 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031219\
Data File : BF113008.D

Acq On : 12 Mar 2019 17:42

Operator : JU/SJ

Sample : K1697-01 5X

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .50 6.50 13.1 ng 654750 1 6.73 1000430 20.0
9,12-Octadecadien... 12.32 2.5 ng 148466 4 11.24 1210390 20.0
9-Octadecenoic ac... 12.35 3.7 ng 224884 4 11.24 1210390 20.0
Pentacosane 14.96 2.1 ng 113585 6 15.27 1093900 20.0
Heneicosane 15.72 2.0 ng 110671 6 15.27 1093900 20.0
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