LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM011419\
Data File : BM018555.D

Aca On : 14 Jan 2019 17:23

Operator : JU/SJ

Sample : K1131-03

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-BM010919 .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 4.893 302 307 317 rVB 190285 292713 1.57% 0.312%
2 5.346 377 384 396 rBVY 4157981 6155559 33.11% 6.563%
3 6.934 646 654 666 rBY 4276745 7012250 37.72% 7.476%
4 7.287 707 714 724 rBV 4417137 7170552 38.57% 7 .645%
5 7.751 786 793 801 rBV 889244 1423725 7.66% 1.518%

8.069 840 847 856 rBV 3234643 5324908 28.64% 5.677%
8.922 984 992 1001 rBV 2550119 4255001 22.89% 4_537%
10.545 1260 1268 1277 rBV 1179387 1959880 10.54% 2.090%
13.016 1681 1688 1703 rBV 7415535 11045781 59.42% 11.777%
13.857 1824 1831 1844 rBV 1171333 1754367 9.44% 1.870%

=
QO ~NO®

11 14.404 1917 1924 1941 rVB2 1788458 2819613 15.17% 3.006%
12 15.898 2171 2178 2192 rBV 6749485 9560260 51.43% 10.193%
13 17.151 2384 2391 2398 rBV2 2489374 3543957 19.06% 3.778%
14 18.039 2536 2542 2554 rBV 821651 1338952 7.20% 1.428%
15 19.321 2755 2760 2782 rBV 694864 1254779 6.75% 1.338%

16 19.786 2833 2839 2844 rBV 15073248 18589644 100.00% 19.820%
17 21.039 3049 3052 3059 rBvV 404426 506945 2.73% 0.540%
18 21.345 3099 3104 3113 rBV 3821309 4583595 24.66% 4._.887%
19 22.392 3279 3282 3288 rVB 154480 193217 1.04% 0.206%
20 22.903 3366 3369 3373 rBvV 157054 199513 1.07% 0.213%

21 23.627 3485 3492 3501 rVB 2513706 4808900 25.87% 5.127%

Sum of corrected areas: 93794111
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM011419\
Data File : BM0O18555.D

Aca On : 14 Jan 2019 17:23

Operator : JU/SJ

Sample : K1131-03

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000
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TIC: BM018555.D

21.34
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011419\
Data File : BM018555.D

Aca On : 14 Jan 2019 17:23

Operator : JU/SJ

Sample : K1131-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.89 4_.11 ng 292713 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 307 (4.893 min): BM018555.D (-302) (-) m/z 43.00 100.00%
43
59
5000
101 ettt
460 4.80 5.00 5.20
83
Ol ..:|i....,-....-,|..1.1.5,....,....,....,....,.295?. m/z 59.10 54.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R SRR RN R
460 4.80 5.00 5.20
59 m/z 101.10 23.01%
27 70 83 101
Ot e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43
460 4.80 500 520
5000 m/z 58.10 14 .70%
101
15 31 | S8 g g6
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester T T T T T T T
59 460 4.80 5.00 5.20
m/z 41.05 9.13%
5000 41
o Wl | 126 147
m/z--> 20 40 60 8 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011419\
Data File : BM018555.D

Aca On : 14 Jan 2019 17:23

Operator : JU/SJ

Sample : K1131-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 2 unknown7.29 Concentration Rank 1

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

7.29 100.73 ng 7170550 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 715 (7.293 min): BM018555.D (-707) (-) m/z 132.00 100.00%
132
5000 68
96 HEESAREE SRS RS R
40 5y J 7.00 7.20 7.40 7.60
o qrer | aeus 198 .77 68.05  36.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 R AR S R AR
7.00 7.20 7.40 7.60
33 44 105 m/z 134.00 32.39%
60 19 0 115
0 S SN UALEL DAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132
74 700 7.20 7.40 7.60
5000 og 16 m/z 66.10 24.16%
ol b ‘-“‘. 89 | g7 ‘-“. s 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- e L B
132 7.00 7.20 7.40 7.60
m/z 69.05 15.40%
5000
63 81
0 3\1 59 1 \\‘ \\72\ ‘\ \92 1?1\1}\2
mz-> 40 60 8 100 120 140 160 180 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011419\
Data File : BM018555.D

Aca On : 14 Jan 2019 17:23

Operator : JU/SJ

Sample : K1131-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.04 7.56 ng 1338950 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2542 (18.039 min): BM018555.D (-2536) (-) m/z 73.05 100.00%
43 7B
5000 129 \
213
157171185 LR AR BN IR B
| 143 199 281 17.80 18.00 18.20 18.40
Obrrprrrr i m/z 43.10 92.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
ile] 78
51
5000 29 256 R SRR BN SRR BN
17.80 18.00 18.20 18.40
213 m/z 60.00 86.77%
. h L 143157171185, o
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43 78
7 " 17.80 18.00 18.20 18.40
5000 29 129 m/z 41.05 79.76%
87 185
01115 143,171 | 199 228
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid RS B e
78 17.80 18.00 18.20 18.40
43 5 m/z 55.10 75.55%
129
5000 -
143157 214
0 i L R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1%80 1500 1850 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011419\
Data File : BM018555.D

Aca On : 14 Jan 2019 17:23

Operator : JU/SJ

Sample : K1131-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.32 5.48 ng 1254780 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2760 (19.321 min): BM018555.D (-2755) (-) m/z 43.05 100.00%
87
5000 129 ,-Vhﬂ_ﬁ~x_-,f\\\«_,w\___,AH
97 185 241
| \ 284 19.00 19.20 19.40 19.60
157 213 : : : :
0 abRlybes b 8% 7y 73,05 96.86%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
B 7
5000 129 AR AR AR AR
19. oo 19 20 19. 40 19.60
o 185 o 284 m/z 60.00 78.58%
0! 15 n 157 | |. 12:!'3 L | 265
m/z--> 50 100 1éo 260 2éo 360 3éo
Abundance #83686: Pentadecanoic acid
43 7B
19.00 19.20 19.40 19.60
5000 129 m/z 55.10 77.41%
‘ H 97 199 242
157 {
OII‘I‘I\IHI J\II .‘\.“..l P‘8¢) . —
m/z--> 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid R
Vilc I (c} 19.00 19.20 19.40 19.60
m/z 41.10 74 .58%
5000 256
129
‘ } 97 ’ 157 185 213
oL, ﬂlt“wllﬂkhidl llhlty“ilw‘?ﬁ I e
m/z--> 100 150 200 250 300 350 mmmmwmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011419\
Data File : BM018555.D

Aca On : 14 Jan 2019 17:23

Operator : JU/SJ

Sample : K1131-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 6 Heptafluorobutanoic acid, h... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.04 2.21 ng 506945 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Cvcloeicosane 280 C20H40 000296-56-0 92
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
Abundance Scan 3052 (21.039 min): BM018555.D (-3049) (-) m/z 57.05 100.00%
57 oo
5000
U I SR BRI B
139 281 20.80 21.00 21.20 21.40
o 167, 208 22 m/z 43.05 93.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83
5000 U I BRI BRI B
20.80 21.00 21.20 21.40
- m/z 55.05 87 .42%
0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #106397: Cycloeicosane
55
83 RIS SRR UL SRR B
20.80 21.00 21.20 21.40
5000 m/z 83.10 80.14%
29 111
oL J | l 139 168 196 224 252 280
m/z--> 50 100 15 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester L B
43 20.80 21.00 21.20 21.40
69 m/z 69.05 T4.77%
97
5000
21
oL Ll } F |1 2470 g
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011419\
Data File : BM018555.D

Acq On : 14 Jan 2019 17:23

Operator : JU/SJ

Sample : K1131-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_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]
2-Pentanone, 4-hy... 4.89 4.1 ng 292713 1 7.75 1423730 20.0
unknown7 .29 7.29 100.7 ng 7170550 1 7.75 1423730 20.0
n-Hexadecanoic acid 18.04 7.6 ng 1338950 4 17.15 3543960 20.0
Octadecanoic acid 19.32 5.5 ng 1254780 5 21.34 4583600 20.0
Heptafluorobutano... 21.04 2.2 ng 506945 5 21.34 4583600 20.0
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