LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO31519\
Data File : BM019184.D

Aca On : 15 Mar 2019 13:46

Operator : JU/SJ

Sample : K1905-03

Misc :

ALS Vial : 5 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-BM031119.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 5.258 379 386 407 rBVY 4397101 6505092 39.91% 7.291%
2 6.840 647 655 676 rBY 4883970 8083658 49.59% 9.060%
3 7.193 707 715 730 rBVY 4754211 7589968 46.57% 8.506%
4 7.652 787 793 801 rBV 812720 1257721 7.72% 1.410%
5 7.969 840 847 858 rBVY 3150951 4980227 30.55% 5.582%

8.822 984 992 1016 rBV 2565577 4412955 27.07% 4.946%
10.440 1257 1267 1281 rBV 1076626 1904819 11.69% 2.135%
12.922 1682 1689 1705 rBV 7672549 11050973 67.80% 12.385%
13.775 1826 1834 1846 rBV 350343 563907 3.46% 0.632%
14.310 1917 1925 1932 rBV2 1873082 2966512 18.20% 3.325%

=
QO ~NO®

11 15.810 2173 2180 2192 rBV 6900332 9874577 60.58% 11.067%
12 16.027 2211 2217 2231 rVB 112113 229781 1.41% 0.258%
13 16.851 2353 2357 2362 rVB 119782 165489 1.02% 0.185%
14 17.063 2387 2393 2399 rBV 2523288 3649920 22.39% 4.091%
15 17.951 2539 2544 2550 rBV 239033 372071 2.28% 0.417%

16 19.127 2740 2744 2750 rVB 258162 359947 2.21% 0.403%
17 19.492 2803 2806 2815 rVB 184064 276743 1.70% 0.310%
18 19.704 2836 2842 2854 rBV 13678519 16299564 100.00% 18.268%
19 20.962 3052 3056 3068 rBV 762976 983491 6.03% 1.102%
20 21.262 3101 3107 3121 rVB 3107024 4561042 27.98% 5.112%

21 23.498 3481 3487 3501 rVB 1664650 3137414 19.25% 3.516%

Sum of corrected areas: 89225871
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031519\
Data File : BM019184.D

Aca On : 15 Mar 2019 13:46

Operator : JU/SJ

Sample : K1905-03

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM031119.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM019184.D

526 6.84 7.19

7.97
8.82

|

7.65

10.44

O
Time--> 3.00
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T | T T
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1.2e+07
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12.92
15.81

17.06
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O
Time-->
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1.2e+07
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TIC: BM019184.D

21.26
23.50

20.96

|

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI\BNA M\DATA\BMO31519\
Data File : BM019184.D

Aca On : 15 Mar 2019 13:46

Operator : JU/SJ

Sample : K1905-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 unknown7.19 Concentration Rank 1

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

7.19 120.69 ng 7589970 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 715 (7.193 min): BM019184.D (-707) (-) m/z 132.00 100.00%
32
5000
6.80 7.00 7.20 7.40 7.60
o} m/z 68.10 48.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole
132
5000 ULRRAS MRS AR AR
6.80 7.00 7.20 7.40 7.60
104 m/z 134.00 33.29%
o275 P o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.00 29.99%
o b A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13917: Benzene, 1,2,4-trifluoro- e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 19.34%
5000 63 g1
112
0 ...,..‘..‘,.4.?.‘,”.‘:.‘., 2 N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO31519\
Data File : BM019184.D

Aca On : 15 Mar 2019 13:46

Operator : JU/SJ

Sample : K1905-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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.
17.95 2.04 ng 372071 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 Pentadecanoic acid 242 C15H3002 001002-84-2 46
Abundance Scan 2544 (17.951 min): BM019184.D (-2539) (-) m/z 73.05 100.00%
7B
43 ¢
5000
7 129 213 L e B e e e B e o
01115 |, ,,157171185 o0 | 207 256 082 17.60 17.80 18.00 18.20
o} m/z 60.00 77 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
48 73
-
5000 29 U AR R DL
17. 60 17. 80 18 00 18.20
o7 129 256 m/z 43.10 63.01%
. Lﬁ“ 15 | 143157171185199°13 207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
78
43 54 17.60 17.80 18.00 18.20
5000 m/z 57.10 58.02%
129
29 ‘ 115 171185 214
0 ..1.5,.@..‘,\.‘..”1”.u‘w . Mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid B B .
78 17.60 17.80 18.00 18.20
43 m/z 41.10 57.14%
- V‘W\M
o} I e o B e o
m/z--> ﬂmﬂmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO31519\
Data File : BM019184.D

Aca On : 15 Mar 2019 13:46

Operator : JU/SJ

Sample : K1905-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.96 4.31 ng 983491 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 3-Octadecene. (E)- 252 C18H36 007206-19-1 91
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 3056 (20.962 min): BM019184.D (-3052) (-) m/z 83.10 100.00%
57
5000 11 l
_l—|_|_l_|_|—|_|_|_l_|—rl_|_|_|—|_|_l_|_|—|_|'
139 168 207 20.60 20.80 21.00 21.20
O - ..l..,.... 238 280 3636 49 "m/z 69.10 96.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69
97
5000 USRS &
20.60 20.80 21.00 21.20
125 m/z 57.10 93.01%
o I 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83 NN AN SRR
20.60 20.80 21.00 21.20
5000 m/z 97.10 86 .43%
29 111
o1 | J I} 1 1339 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #89787: 3-Octadecene, (E)- R BARRREsa
41 | 69 20.60 20.80 21.00 21.20
m/z 55.05 80.90%
97
5000
125
ol 1 e l | 154 182 224 252
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\BMO31519\
Data File : BM019184.D

Acq On : 15 Mar 2019 13:46

Operator : JU/SJ

Sample - K1905-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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]
unknown7 .19 7.19 120.7 ng 7589970 1 7.65 1257720 20.0
n-Hexadecanoic acid 17.95 2.0 ng 372071 4 17.06 3649920 20.0
Trichloroacetic a... 20.96 4.3 ng 983491 5 21.26 4561040 20.0
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