LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM031219\
Data File : BM019108.D

Aca On : 12 Mar 2019 12:50

Operator : JU/SJ

Sample : K1846-11

Misc :

ALS Vial : 3 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 5.263 363 370 385 rBVY 3934903 5869837 42.13% 7.821%
2 6.845 631 639 656 rBY 4144614 6741888 48.39% 8.983%
3 7.198 692 699 714 rBVY 4266720 6679469 47 .94% 8.900%
4 7.663 772 778 786 rBV 674929 1055617 7.58% 1.407%
5 7.981 824 832 844 rBVY 2874924 4561380 32.74% 6.078%

8.833 969 977 1001 rBV 2259075 3878041 27.83% 5.167%
10.451 1243 1252 1271 rBV 784277 1462936 10.50% 1.949%
12.927 1666 1673 1690 rBVY 5690391 8588167 61.64% 11.443%
13.786 1813 1819 1831 rBV 357823 578030 4._.15% 0.770%
14.315 1903 1909 1921 rBV2 1350294 2117642 15.20% 2.822%

=
QO ~NO®

11 15.815 2157 2164 2184 rBV 5983853 8301447 59.58% 11.061%
12 17.068 2371 2377 2394 rBV2 1753200 2688672 19.30% 3.582%
13 17.962 2523 2529 2540 rBV 308689 581899 4.18% 0.775%
14 19.250 2743 2748 2760 rBV 115228 247834 1.78% 0.330%
15 19.709 2820 2826 2844 rBV 11718237 13932623 100.00% 18.564%

16 20.968 3036 3040 3048 rBvV 329781 452835 3.25% 0.603%
17 21.268 3086 3091 3100 rBV 2648492 3496440 25.10% 4._.659%

18 22.797 3348 3351 3356 rVvB2 131996 158331 1.14% 0.211%
19 23.509 3465 3472 3488 rVB 1895197 3658314 26.26% 4._.874%

Sum of corrected areas: 75051402
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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\BM031219\

BM019108.D

12 Mar 2019 12:50

Jus/sJ

K1846-11

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM031119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BM019108.D

5.26 6.85 7.20

8.83

7.66

10.45

O
Time-->

3.

50 4.00 4.50

T
500 550 6.00 650 7.00 750 8.00 850

9.00

T
9.50

T | T
10.00 10.50 11.00 11.50

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BM019108.D

12.93 15.82

14.32 107

13.79

/-

17.96

19.25

19.71

ok
Time-->

12.00 12,50 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

le+07

8000000

6000000

4000000

2000000

20.97
O

TIC: BM019108.D

21.27
23.51

22.80

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\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019108.D

Aca On : 12 Mar 2019 12:50

Operator : JU/SJ

Sample : K1846-11

Misc :

ALS Vial : 3 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 unknown7.20 Concentration Rank 1

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

7.20 126.55 ng 6679470 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 699 (7.198 min): BM019108.D (-692) (-) m/z 132.00 100.00%
132
5000 68

6.80 7.00 7.20 7.40 7.60

2l | m/z 68.10  49.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 | LI NI LB L L LB LB L
6.80 7.00 7.20 7.40 7.60
33 44 105 m/z 134.00 32.73%
6070 | ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132
L
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 31.41%
92
65
o7 39 51 0 77 105 .5 ‘
e B e B A ae s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 20.13%
5000 67
41 53 97 117
bz
S | Y T T A A |
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019108.D

Aca On : 12 Mar 2019 12:50

Operator : JU/SJ

Sample : K1846-11

Misc :

ALS Vial : 3 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 3

R.T. EstConc Area Relative to ISTD R.T.
17.96 4.33ng 581899  Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

2 Pentadecanoic acid
3 Undecanoic acid

242 C15H3002
186 C11H2202

001002-84-2 80
000112-37-8 52

4 Dodecane 170 C12H26 000112-40-3 18
5 Tetradecane 198 C14H30 000629-59-4 18
Abundance Scan 2529 (17.962 min): BM019108.D (-2523) (-) m/z 73.00 100.00%
73
43 §
5000
129
97 213 B e o
|| ﬂ US | 143187171185 9 | 357 256 o 17.60 17.80 18.00 18.20
el m/z 60.00 70.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256 LI L B B O
17.60 17.80 18.00 18.20
213 m/z 43.05 58.06%
L, 143157171185 99
RARREERE Ly
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 73
T T
17.60 17.80 18.00 18.20
5000 - m/z 57.05 55.51%
r .‘. ..‘,‘a‘..“l“‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46615: Undecanoic acid R R et
60 17.60 17.80 18.00 18.20
m/z 55.05 50.52%
5000 43
29 85 129143
101115 ‘ 186
15“\‘ A h\\w L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. OO 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO031219\
Data File : BM019108.D

Aca On : 12 Mar 2019 12:50

Operator : JU/SJ

Sample : K1846-11

Misc :

ALS Vial : 3 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 1-Nonadecene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.97 2.59 ng 452835 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91

Abundance Scan 3040 (20.968 min): BM019108.D (-3036) (-) m/z 83.05 100.00%
57183
5000 111 s
139 207 20.60 20.80 21.00 21.20
L ',-.l 15 SO L 252281 327395 401429 | h, 57 05 98.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43 97
69
20.60 20.80 21.00 21.20
125 m/z 69.05 97.59%
5] )] L 154 182 210 238 266
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
83 20.60 20.80 21.00 21.20
5000 m/z 97.10 87.90%
111
29
hd ‘ l 13019 210 %8 e
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57 20.60 20.80 21.00 21.20
83 m/z 55.05 86.97%
5000
29 111
J ‘ ] ’ | [ 139 167 196 224 252 280
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\BM031219\
Data File : BM019108.D

Acq On : 12 Mar 2019 12:50

Operator : JU/SJ

Sample - K1846-11

Misc :

ALS Vial : 3 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]
unknown? .20 7.20 126.6 ng 6679470 1 7.66 1055620 20.0
n-Hexadecanoic acid 17.96 4.3 ng 581899 4 17.07 2688670 20.0
1-Nonadecene 20.97 2.6 ng 452835 5 21.27 3496440 20.0
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