LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090619\

Data File : BF116867.D

Aca On > 6 Sep 2019 18:42 Instrument :

Operator : HP/JU E?Afs el
- _ lentosampleld :

3?22Ie : K4656-01 2X AU-06.000519

ALS Vial : 16 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-BF083019.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 5.463 570 574 588 rBV 665467 619697 71.69% 7.049%
2 6.475 742 746 764 rBV 782663 721851 83.51% 8.210%
3 6.616 766 770 773 rBV 826165 714881 82.70% 8.131%
4 6.845 805 809 818 rBV 559219 463241 53.59% 5.269%
5 7.004 832 836 845 rBV 632499 566386 65.52% 6.442%

7.398 900 903 917 rBV 411161 433783 50.18% 4.934%
8.128 1023 1027 1036 rBvV 718378 622029 71.96% 7.075%
rBvV 1045955 864393 100.00% 9.832%
9.592 1273 1276 1283 rBV 66413 68774 7.96% 0.782%
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1 9.880 1321 1325 1336 rVB 840698 706019 81.68% 8.030%
11 10.527 1430 1435 1440 rBv4 5259 9966 1.15% 0.113%
12 10.663 1455 1458 1467 rVB 351535 339994 39.33% 3.867%
13 10.798 1476 1481 1486 rVB4 7268 12016 1.39% 0.137%
14 11.363 1573 1577 1584 rBV 690525 606360 70.15% 6.897%
15 11.863 1659 1662 1664 rBV 9619 10326 1.19% 0.117%
16 11.886 1664 1666 1670 rVB2 35348 36521 4.23% 0.415%
17 11.974 1678 1681 1684 rBV2 15303 18874 2.18% 0.215%
18 12.004 1684 1686 1689 rVB3 10482 10137 1.17% 0.115%
19 12.415 1752 1756 1759 rBV2 16773 20789 2.41% 0.236%
20 12.451 1759 1762 1764 rVV3 13930 16313 1.89% 0.186%
21 12.504 1767 1771 1775 rVB5 8746 13921 1.61% 0.158%
22 12.574 1779 1783 1787 rBV 55105 53873 6.23% 0.613%
23 12.668 1797 1799 1802 rBvV4 11975 12205 1.41% 0.139%
24 12.804 1817 1822 1824 rBV 65829 68365 7.91% 0.778%
25 12.939 1842 1845 1849 rBV 700150 640303 74.08% 7.283%
26 13.233 1893 1895 1899 rBV2 16278 16757 1.94% 0.191%
27 13.639 1961 1964 1967 rBV5 18191 24482 2.83% 0.278%
28 13.839 1995 1998 2003 rBV2 67345 81433 9.42% 0.926%

29 13.998 2021 2025 2028 rBV 543555 502807 58.17% 5.719%
30 15.456 2269 2273 2282 rVB 378375 515340 59.62% 5.862%

Sum of corrected areas: 8791836
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090619\

Data File : BF116867.D

Aca On : 6 Sep 2019 18:42

Operator : HP/JU

a?ggle ; K4656-01 2X AU-06.000519
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF116867.D
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Library Search Compound Report

8270-BF083019.M Mon Sep 09 15:00:58 2019

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090619\

Data File : BF116867.D

Aca On : 6 Sep 2019 18:42

Operator : HP/JU

a?ggle ; K4656-01 2X AU-06.000519
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.62 Concentration Rank 1

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

6.62 30.86 ng 714881 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 771 (6.622 min): BF116867.D (-766) (-) m/z 132.00 100.00%
5000
68
96 AR AR AR AN
40 54 W‘ 6.20 6.40 6.60 6.80 7.00
ol grer e W m/z 134.00 34.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR R UL LR
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 68.10 33.39%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
SARAE DRSS RARSS SARRA AR
“ 6.20 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 22.68%
o----.---‘-‘.‘-‘--‘-“‘.-5-39-- mm,\,\‘l,,h_l,,,l,slfs,,,,l,lfa?,
m/z--> 40 60 80 100 120 140 160 180 L
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal s b R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.78%
5000 67
97
‘ 79 ‘ 117
o -‘.‘- bl es fa0s |
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090619\

Data File : BF116867.D

Aca On : 6 Sep 2019 18:42

Operator : HP/JU

a?ggle ; K4656-01 2X AU-06.000519
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.80 2.72 ng 68365 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene 202 C16H10 000129-00-0 91
2 Fluoranthene 202 C16H10 000206-44-0 87
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 59
4 Pvrimidine. 4-methoxv-6-(2-hvdro... 202 C11H10N202 097630-79-0 50
5 4-Methoxy-naphthalene-1-carboxyl... 202 C12H1003 1000317-85-4 40
Abundance Scan 1821 (12.798 min): BF116867.D (-1817) (-) m/z 202.10 100.00%
202
5000
1o 12.40 12.60 12.80 13.00 13.20
151163174 : : : : :
ol 15 134 5-1es m/z 200.10 22.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62822: Pyrene
202
5000 LN "|""|"'A'|""|q’

12.40 12.60 12.80 13.00 13.20
m/z 203.10 19.75%

101
39 51 63 75 88 |° 122134 150163174187 _

e L | ‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62827: Fluoranthene
202
12.40 12.60 12.80 13.00 13.20
5000 m/z 101.00 17.18%
101
o 39516375 88" 122 150163174 ||
L e B R a e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62831: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202 12.40 12.60 12.80 13.00 13.20
m/z 201.10 17.16%
5000
oL 15 27 39 51 63 75 88 101113126 139150163 176187 |
T T e T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090619\

Data File : BF116867.D

Aca On : 6 Sep 2019 18:42

Operator : HP/JU

a?ggle ; K4656-01 2X AU-06.000519
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Z-5-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 3.24 ng 81433 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 97
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance Scan 1998 (13.839 min): BF116867.D (-1995) (-) m/z 57.10 100.00%
57
5000 41
245261 301 " 13.60 13.80 14.00 14.20
Olrrrprrreis m/z 83.10 92.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115907: Z-5-Nonadecene
g5 83
5000 L B B B B
13.60 13.80 14. oo 14 20
m/z 43.05 85.92%
0 . 182 210 238
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115904: 1-Nonadecene
a J
13.|60 13.I80 14.'00 14.'20
5000 m/z 55.00 78.34Y%
139 266
o2 L 154 181196 23238
m/z--> "55"25"60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecy! ester b RREmE EE e
57 13.60 13.80 14.00 14.20
83 m/z 69.05 72.39%
5000
o 2 154 182 210 937 255 306
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13|60 13. 80 14.00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090619\

Data File : BF116867.D

Acq On : 6 Sep 2019 18:42

Operator : HP/JU

a?ggle ; K4656-01 2X AU-06.000519
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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 .62 6.62 30.9 ng 714881 1 6.85 463241 20.0
Benzene, 1,1"-(1,... 12.80 2.7 ng 68365 5 14.00 502807 20.0
Z-5-Nonadecene 13.84 3.2 ng 81433 5 14.00 502807 20.0
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