LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO30519\
Data File : BM019064.D
Aca On : 06 Mar 2019 09:59 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
a?ggle : K1705-05 EXT-028-SW006-022719
ALS Vial : 8 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 M\METHODS\8270-BM021119.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 5.269 365 371 389 rBVY 5240428 7706968 59.53% 8.590%
2 6.858 633 641 662 rBY 5276955 8912430 68.84% 9.934%
3 7.211 693 701 714 rBVY 5558036 8710469 67.28% 9.709%
4 7.675 773 780 787 rBVY 1067755 1692489 13.07% 1.886%
5 7.987 826 833 842 rBVY 3826987 6111044 47 .20% 6.811%
6 8.840 970 978 996 rBVY 2927839 5067589 39.14% 5.648%
7 10.457 1246 1253 1268 rBV 1303237 2240567 17.31% 2.497%
8 12.940 1667 1675 1691 rBV 7018237 10080722 77.87% 11.236%
9 13.792 1813 1820 1831 rBV 339351 516659 3.99% 0.576%
10 14.328 1904 1911 1927 rVB2 1802103 2857425 22.07% 3.185%

11 15.828 2159 2166 2185 rBV 5831533 8649587 66.81% 9.641%
12 17.081 2372 2379 2384 rBV 2369293 3291834 25.43% 3.669%
13 17.122 2384 2386 2395 rVB 155193 203697 1.57% 0.227%
14 17.969 2523 2530 2534 rBvV2 307039 494330 3.82% 0.551%
15 19.145 2725 2730 2738 rBV 258490 366260 2.83% 0.408%

16 19.257 2744 2749 2753 rBV3 82609 130544 1.01% 0.146%
17 19.510 2788 2792 2800 rVB 226568 320856 2.48% 0.358%
18 19.716 2821 2827 2840 rBV 10532903 12946205 100.00% 14.430%
19 20.974 3037 3041 3052 rBvV 779653 996032 7.69% 1.110%
20 21.180 3072 3076 3082 rBV 1383619 1456681 11.25% 1.624%

21 21.274 3086 3092 3097 rBV 2643328 3445490 26.61% 3.840%
22 21.868 3190 3193 3202 rVB5 234093 399489 3.09% 0.445%
23 23.521 3467 3474 3488 rVB 1625626 3119888 24.10% 3.477%

Sum of corrected areas: 89717255
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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\HPCHEM1I\BNA M\DATA\BMO030519\
BMO19064 .D

06 Mar 2019 09:59

Ju/sJ

K1705-05

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

EXT-028-SW006-022719

Abundance

1e+07
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6000000

4000000

2000000

TIC: BM019064.D
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Time--> 3.
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1e+07

8000000
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2000000

TIC: BM019064.D

12.94

15.83

17.08
14.33
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1j.12

17.97
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193540.51

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1e+07

8000000

6000000

4000000

2000000

e

TIC: BM019064.D

21.27

23.52
21.18

20.97

21.87
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Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019064.D

Aca On : 06 Mar 2019 09:59

Operator : JU/SJ

3?22 le K1705-05 EXT-028-SW006-022719
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.21 Concentration Rank 1

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

7.21 102.93 ng 8710470 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 701 (7.211 min): BM019064.D (-693) (-) m/z 132.00 100.00%
5000
6.80 7.00 7.20 7.40 7.60
m/z 68.10 49 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl
57 132
74
5000 98 116 AL UL L IR I
6.80 7.00 7.20 7.40 7.60
m/z 134.00 33.05%
SN R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 30.41%
33 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 20.14%
5000
104
27 51 %g | |
m/z--> 20 40 60 86 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019064.D

Aca On : 06 Mar 2019 09:59

Operator : JU/SJ

3?22 le K1705-05 EXT-028-SW006-022719
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.
17.97 3.00 ng 494330 Phenanthrene-d10 17.08
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 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 N-Acetvlisoxazolidine 115 C5H9NO2 115615-36-6 25
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 2530 (17.969 min): BM019064.D (-2523) (-) m/z 73.00 100.00%
43 ¢
5000
213 B B o e
| 14380717 192 71507 286 g 17.60 17.80 18.00 18.20
el m/z 60.00 75.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73
5]
5000 29 A AR R
17. 60 17. 80 18 00 18.20
o7 129 256 m/z 43.05 62.41%
LJi 15 1431571711851 99713507
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 55 73
17,60 17.80 18.00 18.20
5000 - 129 m/z 57.10 55.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 «NAN_VNVNANNﬁ\whvaAUMdyﬂ
Abundance #65566: Tridecanoic acid T T
73 17.60 17.80 18.00 18.20
m/z 55.05 54 _.06%
43 57
5000
129
29 ‘ ‘ . s 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO30519\

Data File : BM019064.D

Aca On : 06 Mar 2019 09:59

Operator : JU/SJ

3?22 le K1705-05 EXT-028-SW006-022719
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.97 5.78 ng 996032 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
Abundance Scan 3040 (20.968 min): BM019064.D (-3037) (-) m/z 57.10 100.00%
57
5000
111
139167 208 20.60 20.80 21.00 21.20
Ot b LA l,l,;, i 190 7253 288 827357 429 489 | Thm/z 69.10  98.56%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #53619: Cyclotetradecane
56
83
5000
20.60 20.80 21.00 21.20
29 111 m/z 83.05 96 .58%
d | l P391§81?6
m/iz--> 0 50 100 150 200 250 300 350 400 450 '
Abundance #148859: Trichloroacetic acid, pentadecy! ester
43
83 VN UM SRR SRR
20.60 20.80 21.00 21.20
5000 m/z 55.10 83.04%
111
139 182210
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester TR T T
43 20.60 20.80 21.00 21.20
69 m/z 97.05 79.72%
97
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—

m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO30519\
Data File : BM019064.D

Aca On : 06 Mar 2019 09:59

Operator : JU/SJ

Sample : K1705-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Docosene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.87 2.32 ng 399489 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 72
3 Cvclopentane. decvl- 210 C15H30 001795-21-7 64
4 Cvclododecane 168 C12H24 000294-62-2 58
5 Cyclotetracosane 336 C24H48 000297-03-0 52

Abundance Scan 3193 (21.868 min): BM019064.D (-3190) (-) m/z 83.10 100.00%
83
55
5000
2 o160 21180 2200 2220
281 323 356 397 : : : :
S an m/z 69.10 93.74%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
97
5000 LI BRI SUMRLN LN B
29 21.60 21.80 22.00 22.20
105 m/z 97.10 84 .32%
1 l | 153181 308
miz-> 0 50 100 1%0 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69 UL AL SUNILR SN SR
97 21.60 21.80 22.00 22.20
5000 m/z 55.05 75 .05%
125
J j Al HJ 153 196 224
miz--> 0 5 100 1%0 200 250 300 350 400 450
Abundance #63055: Cyclopentane, decyl- A EEREEEEETE
41 69 21.60 21.80 22.00 22.20
m/z 43.10 53.02%
- [ \/\VJ\N/\’\
o ||| [T 0122210
mz> 0 50 "160'"'1%0""zc')o""zéo'"ééo'"ééd"héd"héd"' 2160 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO30519\

Data File : BM019064.D

Acq On : 06 Mar 2019 09:59

Operator : JU/SJ

3?22 le - K1705-05 EXT-028-SW006-022719
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .21 7.21 102.9 ng 8710470 1 7.68 1692490 20.0
n-Hexadecanoic acid 17.97 3.0 ng 494330 4 17.08 3291830 20.0
Cyclotetradecane 20.97 5.8 ng 996032 5 21.27 3445490 20.0
1-Docosene 21.87 2.3 ng 399489 5 21.27 3445490 20.0
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