LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\

Data File : BF104381.D

Aca On 9 Apr 2018 19:16 Instrument :

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

3?22'6 : J2157-07 2X CL-01-040618-D

ALS Vial : 24 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 4.998 492 495 502 rvB 66963 67176 4 _.59% 0.440%
2 5.404 560 564 568 rBY 1457480 1365647 93.29% 8.951%
3 5.740 617 621 629 rVB 24219 24369 1.66% 0.160%
4 6.034 667 671 677 rBV 58136 64200 4 _.39% 0.421%
5 6.428 733 738 741 rBV 1624738 1348978 92.15% 8.841%
6 6.569 758 762 765 rBVY 1710766 1438510 98.26% 9.428%
7 6.804 799 802 806 rVB 1000082 777100 53.08% 5.093%
8 6.963 825 829 832 rBVY 1264452 1108347 75.71% 7.264%
9 7.363 893 897 901 rBV 896716 815155 55.68% 5.343%
10 8.086 1017 1020 1024 rVB 1171395 974211 66.55% 6.385%
11 9.163 1199 1203 1206 rBvY 1882653 1463940 100.00% 9.595%
12 9.245 1214 1217 1219 rBV 37803 34013 2.32% 0.223%
13 9.557 1267 1270 1273 rBV 157731 145248 9.92% 0.952%
14 9.710 1293 1296 1299 rBV3 18957 22293 1.52% 0.146%
15 9.775 1305 1307 1311 rVB 62471 43170 2.95% 0.283%
16 9.845 1315 1319 1323 rVB 1140487 925678 63.23% 6.067%
17 10.004 1341 1346 1349 rBvV5 12817 20049 1.37% 0.131%
18 10.098 1358 1362 1366 rVB4 15104 21480 1.47% 0.141%
19 10.251 1384 1388 1390 rBvV3 22937 26451 1.81% 0.173%
20 10.275 1390 1392 1395 rVB 74844 53542 3.66% 0.351%
21 10.492 1424 1429 1436 rBV2 22706 34319 2.34% 0.225%
22 10.633 1447 1453 1456 rBV 736123 695428 47 .50% 4 .558%
23 10.751 1470 1473 1478 rBV 61216 77585 5.30% 0.508%
24 11.198 1546 1549 1552 rBV2 30428 26859 1.83% 0.176%
25 11.227 1552 1554 1556 rVB 24088 19386 1.32% 0.127%
26 11.333 1568 1572 1574 rBV 877668 753205 51.45% 4_.937%
27 11.357 1574 1576 1578 rVB 52030 40525 2.77% 0.266%
28 11.857 1659 1661 1666 rVB2 47341 42060 2.87% 0.276%
29 11.945 1672 1676 1678 rBV 32598 32391 2.21% 0.212%
30 12.033 1687 1691 1693 rBV3 28171 28444 1.94% 0.186%
31 12.310 1735 1738 1740 rBV3 14914 19507 1.33% 0.128%
32 12.380 1747 1750 1753 rBV 35855 40140 2.74% 0.263%
33 12.416 1753 1756 1758 rBV2 55213 62041 4.24% 0.407%
34 12.545 1775 1778 1781 rBV 101640 80543 5.50% 0.528%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104381.D

Aca On : 9 Apr 2018 19:16

Operator : JU/SJ

Sample : J2157-07 2X

Misc :

ALS Vial : 24 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 > Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.704 1802 1805 1807 rBV3 21189 21043 1.44% 0.138%
36 12.774 1814 1817 1819 rBV 100244 83206 5.68% 0.545%
37 12.921 1838 1842 1845 rBV 1182945 1045457 71.41% 6.852%
38 13.151 1879 1881 1886 rBv4 31054 41258 2.82% 0.270%
39 13.821 1992 1995 1999 rBV2 89598 94432 6.45% 0.619%

40 13.974 2017 2021 2024 rBV 873284 830022 56.70% 5.440%

41 15.439 2267 2270 2274 rBVY 363607 450294 30.76% 2.951%

Sum of corrected areas: 15257702
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104381.D

Aca On : 9 Apr 2018 19:16

Operator : JU/SJ

Sample : J2157-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF104381.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104381.D

Aca On : 9 Apr 2018 19:16

Operator : JU/SJ

Sample : J2157-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown6.57 Concentration Rank 1

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

6.57 37.02 ng 1438510 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 762 (6.569 min): BF104381.D (-758) (-) m/z 132.00 100.00%
5000 68
6 TTTTTT T T T T T T T T T T T
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
e 8 Gl 0 e | ms W Tn/z 68.10  40.23%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR R SRR
6.20 6.40 6.60 6.80 700
0
31384451 78 m/z 134.00 32.55%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.33%
33 44 97 105
51 60 1078 g 115
miz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal B R o e R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.75%
5000 67
41 97
‘ 53 2 117
sall| | el [ 8 | 108120 | 124 ||
m/z--> 3'0 4'0 5'0 6|0 7'0 8IO 9'0 1(')0 110 12'0 13'0 140 6.20 6. I40 6.60 6. éo 7. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104381.D

Aca On : 9 Apr 2018 19:16

Operator : JU/SJ

Sample : J2157-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 3 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.75 2.06 ng 77585 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tridecane 184 C13H28 000629-50-5 91
3 Heptadecane 240 C17H36 000629-78-7 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 1473 (10.751 min): BF104381.D (-1470) (-) m/z 57.10 100.00%

57
71

5000

10.40 10.60 10.80 11.00
m/z 71.10 71.79%

99
113 157 141 155 169 183 (g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59879: Tetradecane
57
43
71
5000 85 AARSUAABRUNVABARAARARE

10.40 1060 10.80 11.00
29 m/z 43.05 60.35%
“ || | %0113127141155169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 o7
B R
71 10.40 10.60 10.80 11.00
5000 m/z 85.05 45 .19%
85
29
15 99 113127141 155 184
T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane e R R EEREE
57 10.40 10.60 10.80 11.00
43 m/z 41.05 34.59%
71
5000 85
29 99
b b MR 12T1 155 169160 196 210 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040918\
Data File : BF104381.D

Aca On : 9 Apr 2018 19:16

Operator : JU/SJ

Sample : J2157-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.82 2.28 ng 94432 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 84
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 83
3 1-Octadecene 252 C18H36 000112-88-9 78
4 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 60
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 60

Abundance Scan 1995 (13.821 min): BF104381.D (-1992) (-) m/z 57.10 100.00%

57

83

5000
230 e e w1
3 29 151169 197 252 296 320 346 : : : :

219 m/z 43.10 76.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #81246: Cyclohexadecane
55 83
5000 LA L L L L L LB
1360 13.80 14.00 14.20
m/z 71.10 66.39%
139 167 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

57

13.60 13.80 14.00 14.20
5000 83 m/z 83.10 60.95%

111
29
139 167 196 224 252 280p97
Wmﬁwwmﬂ'ﬁmﬁwmmw

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #104184: 1-Octadecene L B e A
13. 60 13 80 14. OO 14. 20

m/z 97.05 56.00%

S ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13 80 14. OO 14. 20

5000

139 168 196 224 252
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
Data File : BF104381.D

Acq On : 9 Apr 2018 19:16

Operator : JU/SJ

Sample - J2157-07 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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]
unknown6 .57 6.57 37.0 ng 1438510 1 6.80 777100 20.0
Tetradecane 10.75 2.1 ng 77585 4 11.33 753205 20.0
Cyclohexadecane 13.82 2.3 ng 94432 5 13.97 830022 20.0
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