LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115131.D

Aca On : 22 Jun 2019 19:57

Operator : HP/JU

Sample = K3470-10

Misc :

ALS Vial : 21 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 F\METHODS\8270-BF062119.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 4.454 424 428 433 rBV 92611 109972 2.75% 0.282%
2 5.207 551 556 559 rBY 3584310 3395945 84.85% 8.706%
3 6.242 727 732 735 rBVY 3562177 3629239 90.68% 9.304%
4 6.284 735 739 742 rVB 68704 65431 1.63% 0.168%
5 6.378 750 755 758 rBVY 4111772 3711925 92.75% 9.516%

6.613 791 795 798 rBV 1880861 1635611 40.87% 4_.193%
6.766 817 821 824 rBV 3180243 2607881 65.16% 6.686%
7.166 885 889 892 rBV 2276847 2232868 55.79% 5.724%
2648653 2144989 53.60% 5.499%
8.966 1191 1195 1198 rBV 4554172 4002067 100.00% 10.260%
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11 9.360 1259 1262 1269 rBV 487248 380350 9.50% 0.975%
12 9.636 1305 1309 1313 rBV 2948269 2405538 60.11% 6.167%
13 10.413 1437 1441 1445 rBV 2711145 2304288 57.58% 5.907%
14 11.107 1555 1559 1562 rBV 3049824 2457697 61.41% 6.301%
15 11.654 1649 1652 1660 rBV2 214501 253124 6.32% 0.649%

16 12.436 1782 1785 1794 rBV2 133441 161345 4._.03% 0.414%
17 12.530 1798 1801 1804 rVB 57466 53770 1.34% 0.138%
18 12.689 1824 1828 1831 rBV 4387788 3818572 95.41% 9.790%
19 13.607 1981 1984 1992 rBV 229088 290330 7.25% 0.744%
20 13.724 2000 2004 2007 rBV 1851216 1701128 42.51% 4_.361%

21 15.089 2231 2236 2242 rVB 1407292 1644632 41.09% 4.216%

Sum of corrected areas: 39006702
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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\HPCHEMI\BNA F\DATA\BF062219\

BF115131.D

22 Jun 2019 19:57

HP/JU

K3470-10

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115131.D

Aca On : 22 Jun 2019 19:57

Operator : HP/JU

Sample = K3470-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.38 Concentration Rank 1

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

6.38 45.39 ng 3711930 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 755 (6.378 min): BF115131.D (-750) (-) m/z 132.00 100.00%
5000 68
6 rrrrrTyrrTTT T T T T T T
40 54 75 104 6.00 6.20 6.40 6.60 6.80
S RN AN -/ A e - N m/z 68.00  36.99%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 I R A L
6.00 6.20 6.40 6.60 6.80
78 m/z 134.00 33.90%
138 44
”'WL”WP!”JL'W'”!P'“I”'W'”'P'” RS SRR BARRE BN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.00 6.20 6.40 6.60 6.80

5000 67 m/z 66.00 23.96%
41 53 97
79 117
sl sl 0 e ] 10810 | 12

e e e e e e e

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl- L I e
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 14 _.47%

5000

104
63

3‘9 51 7‘7 920 117 I
| 1 | I |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 6.40 6.60 680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115131.D

Aca On : 22 Jun 2019 19:57

Operator : HP/JU

Sample = K3470-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.
11.65 2.06 ng 253124 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1651 (11.648 min): BF115131.D (-1649) (-) m/z 73.00 100.00%
5000 129
97
115 | 143157171185 213 11.40 11.60 11.80 12.00
m/z 43.00 92.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 LR LRI SULELLE B U
nmnmnmnm
m/z 60.00 83.15%
LITJJ 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
"' 11140 1160 11.80 12.00
5000 m/z 41.00 63.28%
29
LN .‘, [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid B AR R R
43 60 78 11.40 11.60 11.80 12.00
m/z 55.00 61.70%
5000 - e
“ T7 Ol115 ‘ 171185 214
O 0 0 et N PEV s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115131.D

Aca On : 22 Jun 2019 19:57

Operator : HP/JU

Sample = K3470-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.61 3.41 ng 290330 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 l1l-Heptacosanol 396 C27H560 002004-39-9 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 1985 (13.613 min): BF115131.D (-1981) (-) m/z 57.05 100.00%
57 97
5000 J\i/\_/b
1 250 13.20 13.40 13.60 13.80 14.00
154 . . . . .
— I L2 220, 2830 | "m/z 43.00 90.01%
m/z--> 50 100 150 200 250 300 350
Abundance #131393: n-Nonadecanol-1
43 83
5000 R SRR PR U I
111 1320 13.40 13.60 13.80 14.00
m/z 97.10 88.66%
on | U5 100 106 238 260
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57
13.20 13.40 13.60 13.80 14.00
5000 m/z 83.00 88.22%
125
29 ﬂ & h1?3‘181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane AR AR
57 13.20 13.40 13.60 13.80 14.00
97 m/z 69.10 80.26%
5000
29 125
Ll | \ | | ,154 196 204 269 320
m/z--> 50 100 150 2& 250 300 350 1320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062219\
Data File : BF115131.D

Acq On : 22 Jun 2019 19:57

Operator : HP/JU

Sample - K3470-10

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .38 6.38 45.4 ng 3711930 1 6.61 1635610 20.0
n-Hexadecanoic acid 11.65 2.1 ng 253124 4 11.11 2457700 20.0
n-Nonadecanol-1 13.61 3.4 ng 290330 5 13.72 1701130 20.0
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