LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM030419\
Data File : BM019017.D

Aca On : 04 Mar 2019 19:41

Operator : JU/SJ

Sample : K1712-19

Misc :

ALS Vial : 16 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 5.275 366 372 394 rBVY 6494082 9302228 43.60% 8.181%
2 6.863 634 642 658 rBY 6421404 10712270 50.20% 9.421%
3 7.216 694 702 719 rBVY 6793160 10535601 49.38% 9.265%
4 7.681 773 781 788 rBVY 1087872 1742528 8.17% 1.532%
5 7.999 827 835 846 rBVY 4582140 7359093 34.49% 6.472%

8.852 971 980 1003 rBV 3655110 6137543 28.76% 5.398%
10.463 1247 1254 1273 rBV 1364187 2358656 11.05% 2.074%
12.945 1669 1676 1692 rBV 9587242 14071751 65.95% 12.375%
13.798 1814 1821 1835 rBVY 438610 692590 3.25% 0.609%
14.334 1905 1912 1926 rBV2 2048213 3189553 14.95% 2.805%

=
QO ~NO®

11 15.833 2160 2167 2185 rBV 8448012 12046044 56.45% 10.594%
12 17.086 2373 2380 2391 rBV 2647705 3862520 18.10% 3.397%
13 17.974 2525 2531 2541 rBV 423742 650861 3.05% 0.572%
14 19.257 2745 2749 2758 rBV 140811 236107 1.11% 0.208%
15 19.721 2822 2828 2833 rBVY 17223360 21337648 100.00% 18.765%

16 20.980 3038 3042 3053 rBvV 507012 692710 3.25% 0.609%
17 21.280 3088 3093 3103 rBV 3518752 4353594 20.40% 3.829%
18 22.309 3265 3268 3273 rVB 191990 238133 1.12% 0.209%
19 22.815 3350 3354 3358 rVB 178400 236569 1.11% 0.208%
20 23.380 3447 3450 3460 rVB2 163923 260698 1.22% 0.229%

21 23.527 3469 3475 3487 rVB 2032995 3692957 17.31% 3.248%

Sum of corrected areas: 113709654
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO030419\
Data File : BM019017.D

Aca On : 04 Mar 2019 19:41

Operator : JU/SJ

Sample : K1712-19

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM021119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019017.D

1.5e+07

1le+07

528 6.86 7.22
5000000 8.00
8.85
7.68 10.46
O L I I e e o o L e o e o IS e e B SN e o o
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM019017.D
1972

1.5e+07

1e+07 12.95

15.83
5000000
14.33 17.09
13.80 17.97 19.26

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM019017.D

1.5e+07

1e+07

5000000

21.28
23.53
20.98 2231 22.82 23.§A
O L i B e e I L B B T L o o e BILA N A B o B e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 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\HPCHEMI1\BNA M\DATA\BMO030419\
Data File : BM019017.D

Aca On : 04 Mar 2019 19:41

Operator : JU/SJ

Sample : K1712-19

Misc :

ALS Vial : 16 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 unknown7.22 Concentration Rank 1

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

7.22 120.92 ng 10535600 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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 9

Abundance Scan 703 (7.222 min): BM019017.D (-694) (-) m/z 132.00 100.00%
132
5000 68
40 %6 6.80 7.00 7.20 7.40 7.60
54 : : : : :
0 AN | 0] S m/z 68.10 48.91%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl
57 132
74
5000 98 116 IR L IR IR IR

6.80 7.00 7.20 7.40 7.60
m/z 134.00  33.59%

158 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
e e
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 29.73%
33 0 105
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine e e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.47%
97
5000
70
31 52
B T P | AV § W
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 680 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO030419\
Data File : BM019017.D

Aca On : 04 Mar 2019 19:41

Operator : JU/SJ

Sample : K1712-19

Misc :

ALS Vial : 16 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 3

R.T. EstConc Area Relative to ISTD R.T.
17.97 3.37 ng 650861 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47
Abundance Scan 2530 (17.969 min): BM019017.D (-2525) (-) m/z 73.00 100.00%

7B
60
43
5000
85 129
8 115 | | 2157171185 199210 007 256 17.60 17.80 18.00 18.20
il m/z 60.00 72.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
4 g0 73
5000{ 29 L S B D B B

17. 60 17. 80 18.00 18.20

o 129 256 m/z 43.05 57.74%

5
J.| |, 38 15 1143157171185 199 213 22739
REaEE man
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 73
_'—l_'_l_'_l—rl_'_l_'—r'_l_'_'—r'_'_'_'—rl_

17.60 17.80 18.00 18.20
5000 m/z 57.05 53.42%

29
3 1
e ‘l‘;‘ : Iulul‘ ; ‘l‘:‘: 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid N L B L B

60 78 17.60 17.80 18.00 18.20
4 m/z 41.10 50.55%
5000 129
29 171
115 214
| M‘ 143157 ‘ 185
,.l..‘,‘.‘..”l“,‘.“ s “ ‘H,.m..,‘....‘,..:.,.‘..1.97...‘. N
mz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO030419\
Data File : BM019017.D

Aca On : 04 Mar 2019 19:41

Operator : JU/SJ

Sample : K1712-19

Misc :

ALS Vial : 16 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 4 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.98 3.18 ng 692710 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90

Abundance Scan 3042 (20.980 min): BM019017.D (-3038) (-) m/z 57.10 100.00%

57 83

5000
139 165 207 281 20.60 20.80 21.00 21.20
) 250 325 356 401 429 m/z 83.05 389.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester
43
83
5000 AR A
111 20.60 20.80 21.00 21.20
m/z 69.05 86.24%

| 139 182 210

m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69 IR S 1
97 20.60 20.80 21.00 21.20
5000 m/z 43.05 79.10%
125
J i It J\. h1§3 196 224
M,....,....,....,....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43 20.60 20.80 21.00 21.20
m/z 55.10 78.01%
69
5000 97
125
L ‘ 1L |'35 169 105 224 252

m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM030419\
Data File : BM019017.D

Acq On : 04 Mar 2019 19:41

Operator : JU/SJ

Sample : K1712-19

Misc :

ALS Vial : 16 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .22 7.22 120.9 ng 10535600 1 7.68 1742530 20.0
n-Hexadecanoic acid 17.97 3.4 ng 650861 4 17.09 3862520 20.0
Trichloroacetic a... 20.98 3.2 ng 692710 5 21.28 4353590 20.0
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