LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115639.D

Aca On 17 Jul 2019 22:59

Operator : HP/JU

Sample : K3840-03 5X

Misc :

ALS Vial : 20 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-BF071219.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 2.163 8 13 19 rBvV 122415 158052 15.76% 1.524%
2 3.969 316 320 325 rVB 19712 25882 2.58% 0.250%
3 5.087 508 510 513 rBV 23265 22191 2.21% 0.214%
4 5.498 576 580 589 rBV 349882 324439 32.36% 3.128%
5 6.504 747 751 758 rBV 592228 527946 52.65% 5.090%
6 6.563 758 761 764 rVB 39809 37094 3.70% 0.358%
7 6.651 772 776 784 rVB 610361 512207 51.08% 4.938%
8 6.881 812 815 819 rBV 869141 799413 79.73% 7.708%
9 7.040 838 842 846 rBV 535399 434536 43.34% 4_.190%
10 7.163 860 863 866 rVB2 13846 13076 1.30% 0.126%
11 7.257 876 879 882 rBV 29082 35661 3.56% 0.344%
12 7.434 903 909 916 rBV 355643 363941 36.30% 3.509%
13 7.481 916 917 921 rVvV 24461 23029 2.30% 0.222%
14 7.540 921 927 929 rVB5 15087 26183 2.61% 0.252%
15 7.692 947 953 956 rVB3 16411 27729 2.77% 0.267%
16 7.763 962 965 968 rBV2 20790 23557 2.35% 0.227%
17 7.810 971 973 977 rVB3 19926 19976 1.99% 0.193%
18 7.857 977 981 983 rBV2 10926 13834 1.38% 0.133%
19 7.910 987 990 993 rBV3 12491 15620 1.56% 0.151%
20 8.010 1005 1007 1010 rBV 15314 13158 1.31% 0.127%
21 8.163 1028 1033 1037 rBvV 1138438 1002695 100.00% 9.667%
22 8.228 1040 1044 1047 rVB2 44734 62362 6.22% 0.601%
23 8.375 1065 1069 1071 rVB4 10623 12381 1.23% 0.119%
24 8.457 1078 1083 1088 rBV6 19952 29532 2.95% 0.285%
25 8.551 1096 1099 1102 rVB3 16821 18649 1.86% 0.180%
26 8.587 1102 1105 1107 rBV 35287 30717 3.06% 0.296%
27 8.675 1116 1120 1122 rBv4 15026 15606 1.56% 0.150%
28 8.757 1131 1134 1138 rBvV2 57657 51507 5.14% 0.497%
29 8.986 1168 1173 1175 rBvV2 25042 23526 2.35% 0.227%
30 9.187 1204 1207 1211 rVB3 44442 38780 3.87% 0.374%
31 9.234 1212 1215 1221 rVV 708103 546623 54.52% 5.270%
32 9.322 1227 1230 1234 rBV 66793 61761 6.16% 0.595%
33 9.386 1239 1241 1244 rVB2 20040 18945 1.89% 0.183%
34 9.498 1257 1260 1266 rBV7 13417 19202 1.92% 0.185%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115639.D

Aca On 17 Jul 2019 22:59

Operator : HP/JU

Sample : K3840-03 5X

Misc :

ALS Vial : 20 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\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.575 1270 1273 1275 rVV 36638 34348 3.43% 0.331%
36 9.598 1275 1277 1279 rVvV 76843 66304 6.61% 0.639%
37 9.622 1279 1281 1283 rVV 81635 81822 8.16% 0.789%
38 9.663 1286 1288 1291 rVv4 20493 18493 1.84% 0.178%
39 9.698 1291 1294 1297 rVB3 20480 23785 2.37% 0.229%
40 9.763 1302 1305 1309 rVvVv 62474 62903 6.27% 0.606%
41 9.851 1312 1320 1324 rBV2 54389 63815 6.36% 0.615%
42 9.916 1327 1331 1335 rVV 1001732 849747 84.75% 8.193%
43 9.945 1335 1336 1339 rVB2 24865 17933 1.79% 0.173%
44 10.022 1346 1349 1354 rBV4 18355 23651 2.36% 0.228%
45 10.081 1354 1359 1360 rBV4 11592 16225 1.62% 0.156%
46 10.116 1362 1365 1370 rVB4 25917 31203 3.11% 0.301%
47 10.157 1370 1372 1373 rBV 17591 13515 1.35% 0.130%
48 10.233 1382 1385 1388 rBV2 21469 24457 2.44% 0.236%
49 10.328 1398 1401 1402 rBV3 13310 13857 1.38% 0.134%
50 10.345 1402 1404 1407 rVB 58507 45531 4._.54% 0.439%
51 10.433 1416 1419 1421 rBV 62485 49172 4_.90% 0.474%
52 10.569 1437 1442 1447 rVB2 41822 51667 5.15% 0.498%
53 10.698 1460 1464 1468 rBV 91544 90379 9.01% 0.871%
54 10.822 1482 1485 1486 rBV 54474 55318 5.52% 0.533%
55 10.833 1486 1487 1490 rVB 70853 45724 4_56% 0.441%
56 11.039 1519 1522 1525 rVB4 18898 21908 2.18% 0.211%
57 11.269 1558 1561 1563 rBV 43548 39398 3.93% 0.380%
58 11.298 1563 1566 1571 rVB 59951 69638 6.95% 0.671%
59 11.398 1580 1583 1586 rBV 861063 737790 73.58% 7.113%
60 11.422 1586 1587 1590 rVB 137029 80917 8.07% 0.780%
61 11.457 1590 1593 1595 rBV 68901 68225 6.80% 0.658%
62 11.692 1630 1633 1636 rVB 51131 40845 4_.07% 0.394%
63 11.904 1666 1669 1670 rBV 25246 24601 2.45% 0.237%
64 11.928 1670 1673 1676 rVB2 41867 48559 4.84% 0.468%
65 12.010 1684 1687 1690 rBV2 48170 54406 5.43% 0.525%
66 12.098 1700 1702 1705 rBV 48951 37801 3.77% 0.364%
67 12.192 1716 1718 1720 rBV 23251 19841 1.98% 0.191%
68 12.327 1738 1741 1742 rBV3 27917 26994 2.69% 0.260%
69 12.451 1759 1762 1764 rBV 55628 57986 5.78% 0.559%

70 12.492 1764 1769 1774 rVVv4 89153 146478 14.61% 1.412%
71 12.610 1786 1789 1792 rBV 201392 167788 16.73% 1.618%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115639.D

Aca On 17 Jul 2019 22:59

Operator : HP/JU

Sample : K3840-03 5X

Misc :

ALS Vial =: 20 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 12.839 1822 1828 1830 rBv2 189272 233213 23.26% 2.249%
73 12.980 1848 1852 1855 rBV 425534 395647 39.46% 3.815%
74 14.033 2028 2031 2034 rBV 661176 611121 60.95% 5.892%
75 15.504 2278 2281 2284 rBV 372080 459061 45.78% 4._.426%

Sum of corrected areas: 10371876
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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\BFO71719\

BF115639.D

17 Jul 2019 22:59

HP/JU

K3840-03 5X

20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071219_.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\BFO71719\
Data File : BF115639.D

Aca On 17 Jul 2019 22:59

Operator : HP/JU

Sample : K3840-03 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.16 3.95 ng 158052 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 12 (2.158 min): BF115639.D (-8) (-) m/z 73.00 100.00%
3
5000
43 a7
5 R I U IR IR I
| 2.20 2.30 2.40 2.50 2.60
e et e e e || M/ 43.00  32.95%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 O 2.20 2.30 2.40 2.50 2.60
07 87 m/z 87.00 24 .68%
"|'"“h”'??hhj'é?“"'|"§?H""|"J'|"'}P}"'|'“'|""|""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R IR U IR VAR I
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 22 .59%
L 79 || 97 112 129
m/z--> 20 ' ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60
m/z 71.00 11.99%
5000
45
29
39 %5 67 |, 101
m/z--> 20 3'0 40 50 60 7'0 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115639.D

Aca On 17 Jul 2019 22:59

Operator : HP/JU

Sample : K3840-03 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 unknown6.65 Concentration Rank 1

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

6.65 12.81 ng 512207 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF115639.D (-772) (-) m/z 132.00 100.00%
5000 68
40 %6 J " 640 6.60 6.80 7.00
54 - - - -
qrer |apsus o "m/z 68.00 40.41%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 U UL R L
6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 32.45%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.63%
41 97
53
U Y P
||||“i“||“|‘||‘|“l‘|‘|“|‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RN EE sy
57 132 6.40 6.60 6.80 7.00
24 m/z 68.95 14.81%
5000 og M°
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . VABUPNI LY 0 |
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\BFO71719\
Data File : BF115639.D

Aca On 17 Jul 2019 22:59

Operator : HP/JU

Sample : K3840-03 5X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.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 4 Tetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.49 3.97 ng 146478 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Oxacvcloheptadecan-2-one 254 C16H3002 000109-29-5 60
3 Octadecane 254 C18H38 000593-45-3 46
4 Nonadecane 268 C19H40 000629-92-5 46
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 46

Abundance Scan 1769 (12.492 min): BF115639.D (-1764) (-) m/z 57.00 100.00%

57

5000

222 244 264 »g7 327 12.20 12.40 12.60 12.80
m/z 43.00 86.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59879: Tetradecane
57
5000 85 LA L L L L LB LB
12. 20 12. 40 12. 60 12. 80
4 m/z 71.05 66.99%
rrrrrer et e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105680: Oxacycloheptadecan-2-one
55
R N REEE SRS R
12.20 12.40 12.60 12.80
5000 m/z 55.00 59.45%
29
236
254
L 138 166 194514
et e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105886: Octadecane I EAmEmEEE RS
57 12.20 12.40 12.60 12.80
m/z 85.00 53.69%
5000 85
4
113 141
S 1 P e ol L L A N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 20 12. 40 12. 60 12. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO71719\
Data File : BF115639.D

Acq On 17 Jul 2019 22:59

Operator : HP/JU

Sample - K3840-03 5X

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219._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]
Butane, 2-methoxy... 2.16 4.0 ng 158052 1 6.89 799413 20.0
unknown6 .65 6.65 12.8 ng 512207 1 6.89 799413 20.0
Tetradecane 12.49 4.0 ng 146478 4 11.40 737790 20.0
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