LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019150.D

Aca On : 13 Mar 2019 17:40

Operator : JU/SJ

Sample : K1861-01

Misc :

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-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 5.257 379 386 399 rBVY 4138846 6057304 35.95% 6.953%
2 6.840 648 655 678 rBY 4563562 7814625 46.38% 8.970%
3 7.193 708 715 732 rBVY 4602704 7160840 42 .50% 8.220%
4 7.657 788 794 802 rBV 734528 1142919 6.78% 1.312%
5 7.975 840 848 861 rBVY 2951001 4703134 27.91% 5.398%
6 8.828 985 993 1017 rBVY 2496260 4257896 25.27% 4.887%
7 10.445 1260 1268 1281 rBV 929038 1651937 9.80% 1.896%
8 12.927 1682 1690 1711 rBV 7073601 10529967 62.50% 12.087%
9 13.780 1828 1835 1848 rBV 461317 735760 4_.37% 0.845%
10 14.310 1919 1925 1943 rBV2 1645624 2599454 15.43% 2.984%

11 15.816 2174 2181 2199 rBV 6868941 10277586 61.00% 11.797%
12 17.068 2387 2394 2411 rBV 2163510 3269347 19.40% 3.753%
13 17.957 2540 2545 2556 rBV 370241 588087 3.49% 0.675%
14 19.704 2836 2842 2857 rBV 13836187 16848209 100.00% 19.339%
15 20.962 3052 3056 3068 rBV 893091 1203362 7.14% 1.381%

16 21.262 3102 3107 3118 rBV 2773396 3759992 22.32% 4_.316%
17 21.398 3127 3130 3137 rBV3 144288 217683 1.29% 0.250%
18 21.833 3201 3204 3205 rBV 171828 175955 1.04% 0.202%
19 21.856 3206 3208 3211 rVvB2 199732 200050 1.19% 0.230%
20 22.292 3278 3282 3286 rBV 184461 239473 1.42% 0.275%

21 22.792 3364 3367 3372 rVB 240846 293744 1.74% 0.337%
22 23.350 3459 3462 3468 rVB3 146609 221651 1.32% 0.254%
23 23.503 3481 3488 3500 rVB 1600130 3170599 18.82% 3.639%

Sum of corrected areas: 87119574
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019150.D

Aca On : 13 Mar 2019 17:40

Operator : JU/SJ

Sample : K1861-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\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 TIC: BM019150.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019150.D

Aca On : 13 Mar 2019 17:40

Operator : JU/SJ

Sample : K1861-01

Misc :

ALS Vial : 8 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.

7.19 125.31 ng 7160840 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 715 (7.193 min): BM019150.D (-708) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 . . . : .
ol 82 atis 207 281 m/z 68.10 50.02%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T T T
6.80 7.00 7.20 7.40 7.60
31 51 m/z 134.00 32.64%
ob ek '|,,, e
miz-> 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 66.00 31.30%
33 105
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE W ma s
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 20.79%
5000
92
miz-> 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\BMO031319\
Data File : BM019150.D

Aca On : 13 Mar 2019 17:40

Operator : JU/SJ

Sample : K1861-01

Misc :

ALS Vial : 8 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.
17.96 3.60 ng 588087 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2546 (17.962 min): BM019150.D (-2540) (-) m/z 73.00 100.00%
73
60
43
5000
129
97 213 ]| e
US| 143157171185 o0 | 557 256 17.60 17.80 18.00 18.20
() S [ m/z 60.00 71.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 L AL DU BRI UL B
17. 60 17.80 18.00 18.20
213 m/z 43.05 59.59Y%
|| ! 143157171185 1 oo
Ol
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
43 17.60 17.80 18.00 18.20
5000 29 129 m/z 57.05 50.10%
7 115 1 "
T ‘ 143157 ‘ 185
0 I"l"‘i"""‘l“l"h ] H‘ ‘Hh “llu‘.‘..l‘..l‘.luul. .‘... ...“. AR BBRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 73 17.60 17.80 18.00 18.20
m/z 55.05 48 .21%
129
5000 29 .
1115 3157171185 19
OI""I‘;""‘lHI"h‘ H ‘H\ M‘\ ml l...‘....‘...‘ 21|32|2|5”|\””|”
m/z--> 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\HPCHEMI\BNA M\DATA\BMO031319\
Data File : BM019150.D

Aca On : 13 Mar 2019 17:40

Operator : JU/SJ

Sample : K1861-01

Misc :

ALS Vial : 8 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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.96 6.40 ng 1203360 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 87
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
Abundance Scan 3056 (20.962 min): BM019150.D (-3052) (-) m/z 57.10 100.00%
57,8
5000 11 \ 1
NN SR
139 20.60 20.80 21.00 21.20
Ob——ril b L\.168 196 200 267 207 325 3% 401429 TG 10 92.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83
5000 NN SRR
29 11 20.60 20.80 21.00 21.20
m/z 83.05 90.50%
o 1|| 1 J 1L l |139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester
43
83 NN R
20.60 20.80 21.00 21.20
5000 m/z 55.05 78 .64%
111
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester T T T T
43 20.60 20.80 21.00 21.20
69 m/z 97.05 77 .30%
97
5000
125
0 J‘ Ji Hl L15\3 196 224
- rrrrrrrrrrrrrryrrrrryrrrrrrrrrrr T T _l—|_l_l_|_|—|_|_|_|_|—r|_|_l_l—|_l_l_l_l—|_l'
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\BMO031319\
Data File : BM019150.D

Acq On : 13 Mar 2019 17:40

Operator : JU/SJ

Sample - K1861-01

Misc :

ALS Vial : 8 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 7.19 125.3 ng 7160840 1 7.66 1142920 20.0
n-Hexadecanoic acid 17.96 3.6 ng 588087 4 17.07 3269350 20.0
3-Eicosene, (E)- 20.96 6.4 ng 1203360 5 21.26 3759990 20.0
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