LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106992.D

Aca On : 30 Jun 2018 00:13

Operator : JU/SJ

Sample : J3705-07

Misc :

ALS Vial : 30 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-BF061918 .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 5.184 481 484 492 rBV 79868 88116 4.68% 0.645%
2 5.272 496 499 503 rvB 29997 27170 1.44% 0.199%
3 5.589 550 553 570 rBB 799433 768499 40.78% 5.630%
4 6.589 720 723 735 rBV 495431 499907 26.53% 3.662%
5 6.731 742 747 750 rBVY 1462484 1332472 70.71% 9.761%
6 6.954 781 785 790 rVB 507154 474642 25.19% 3.477%
7 7.107 807 811 815 rBVY 1419058 1304976 69.25% 9.559%
8 7.519 876 881 884 rBY 1071075 1047513 55.59% 7.673%
9 8.236 999 1003 1013 rBV 635773 574241 30.47% 4_.207%
10 9.307 1181 1185 1188 rBVY 2076256 1884472 100.00% 13.805%
11 9.701 1247 1252 1258 rBV 40146 37217 1.97% 0.273%
12 9.995 1298 1302 1311 rVB 665907 615838 32.68% 4.511%
13 10.401 1369 1371 1373 rVB 31936 22093 1.17% 0.162%
14 10.789 1433 1437 1440 rBV 1174201 1098141 58.27% 8.044%
15 10.871 1449 1451 1455 rVB 23692 19971 1.06% 0.146%
16 10.954 1462 1465 1467 rBV 32466 26046 1.38% 0.191%
17 10.989 1467 1471 1474 rVV2 27913 37885 2.01% 0.278%
18 11.018 1474 1476 1479 rVV 29922 27807 1.48% 0.204%
19 11.089 1483 1488 1492 rVvv3 12483 22781 1.21% 0.167%
20 11.130 1492 1495 1499 rVB2 21068 21662 1.15% 0.159%
21 11.171 1499 1502 1504 rBV 28383 21693 1.15% 0.159%
22 11.483 1552 1555 1562 rBV 617934 572849 30.40% 4.196%
23 12.865 1788 1790 1794 rVB 51334 41855 2.22% 0.307%
24 12.942 1801 1803 1810 rVB3 23687 37073 1.97% 0.272%
25 13.071 1820 1825 1828 rBVY 1882512 1764935 93.66% 12.929%
26 13.271 1857 1859 1864 rVB 21852 21397 1.14% 0.157%
27 13.571 1907 1910 1914 rVB2 35005 33331 1.77% 0.244%
28 13.612 1914 1917 1920 rBV2 21947 24166 1.28% 0.177%
29 13.730 1934 1937 1943 rVB 77961 69983 3.71% 0.513%
30 13.948 1970 1974 1980 rBV 63478 73587 3.90% 0.539%

31 14.136 2002 2006 2011 rBV 616205 572229 30.37% 4.192%
32 14.583 2078 2082 2088 rVB6 14824 21713 1.15% 0.159%
33 15.671 2262 2267 2274 rVB 365528 464876 24.67% 3.405%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106992.D

Aca On : 30 Jun 2018 00:13

Operator : JU/SJ

Sample : J3705-07

Misc :

ALS Vial =: 30 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 13651136
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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\BF062918\

BF106992.D

30 Jun 2018 00:13

JussJ

J3705-07

30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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\BF062918\
Data File : BF106992.D

Aca On : 30 Jun 2018 00:13

Operator : JU/SJ

Sample = J3705-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 3.71 ng 88116 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 483 (5.178 min): BF106992.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R S SR LR
| 83.0 | 4.80 500 520 5.40 5.60
o RN | s S — m/z 59.00 56.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LS SN LR
4.80 500 520 5.40 5.60
59.0 m/z 101.00 20.07%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o 250 500 520 540 560
5000 m/z 58.00 15.37%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R
59.0 4.80 500 520 5.40 5.60
m/z 41.00 9.76%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106992.D

Aca On : 30 Jun 2018 00:13

Operator : JU/SJ

Sample = J3705-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.73 Concentration Rank 1

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

6.73 56.15 ng 1332470 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 747 (6.731 min): BF106992.D (-742) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 DRSS SRR
40.0 54.0 6.40 6.60 6.80 7.00
0 gL0 e m/z 68.10 39.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BRSNS SRR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.60%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.10%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R RiEaEns s EsE sy
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.36%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| A EREREEEEEESEEE
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106992.D

Aca On : 30 Jun 2018 00:13

Operator : JU/SJ

Sample = J3705-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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 Phenol, 2,2"-methylenebis[6... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.73 2.45 ng 69983 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.2"-methvlenebisl6-(1.1... 340 C23H3202 000119-47-1 94
2 1H-1.3-Benzimidazole. 2-IT2-T2-m. .. 340 C19H20N202S 1000362-48-8 43
3 Benzo(b)thiophene-2-carboxamide 177 COH7NOS 006314-42-7 43
4 5-Amino-1.4-dihvdro-auinoxaline-... 177 C8H7N302 076097-87-5 27
5 Benzeneethanal, 4-[1,1-dimethyle... 176 C12H160 109347-45-7 18

Abundance Scan 1937 (13.730 min): BF106992.D (-1934) (-) m/z 177.05 100.00%
177.1
5000
340.2
208.1 284.2 13.40 13.60 13.80 14.00
0 o e m/z 161.10 79.07%
m/z--> 50 100 150 200 250 300
Abundance #177202: Phenol, 2,2"-methylenebis[6-(1,1-dimethylethyl)-4...
177.0
5000 149. 340.0
41.0 121.0 13.40 13.60 13.80 14.00
‘ 91.0 ‘ 284.0 m/z 164.10 48 .94%
0 1'5I0 ‘. \I\ IM - L\I .“‘ Ilml M\‘I\ il Hk “.H : “. . : 2|2\8|0| ——rlr — .‘ I
m/z--> 50 100 150 200 250 300
Abundance
177.0
149.0 13.40 13.60 13.80 14.00
5000 m/z 149.05 47 .68%
91.0 122.0
oLl | 2s0 zes0 300
m/z--> 50 100 150 200 250 300
Abundance #43553: Benzo(b)thiophene-2-carboxamide
161.0 13.40 13.60 13.80 14.00
m/z 340.20 28.02%
5000 89.0
133.0
63.0
0..?71..9;.1‘{.“."."..‘.‘. ‘.‘... — N e He e
m/z--> 50 100 150 200 250 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106992.D

Aca On : 30 Jun 2018 00:13

Operator : JU/SJ

Sample = J3705-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.57 ng 73587 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
Abundance Scan 1974 (13.948 min): BF106992.D (-1970) (-) m/z 57.05 100.00%
57.0
97.0
5000
391 1030 13.60 13.80 14.00 14.20
ok, O m/z 43.00 86.24%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 NN SRR UG
13.60 13.80 14.00 14.20
m/z 83.10 81.67%
L2 M | %P9 166019602250 2690 3200
m/z--> 50 100 150 200 250 300 350 '
Abundance
43.0
83.0 NN SRR UGS I
13.60 13.80 14.00 14.20
5000 m/z 55.00 81.57%
125.0
o 155.0 196.0225.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester L B o
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.00 71.35%
5000
169.0
oL 2100 1| ‘ | [P | 1000 2410 392.0
m/z--> 50 100 150 200 250 300 350 ' 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\BF062918\
Data File : BF106992.D

Acq On : 30 Jun 2018 00:13

Operator : JU/SJ

Sample - J3705-07

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.18 3.7 ng 88116 1 6.95 474642 20.0
unknown6.73 6.73 56.1 ng 1332470 1 6.95 474642 20.0
Phenol, 2,2"-meth... 13.73 2.5 ng 69983 5 14.14 572229 20.0
Trifluoroacetoxy ... 13.95 2.6 ng 73587 5 14.14 572229 20.0
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