LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109236.D

Aca On : 22 Sep 2018 21:55

Operator : JU/SJ

Sample : JA777-31 5X

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-BF092218 .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 4.881 473 475 480 rVB 15415 15009 1.54% 0.137%
2 5.304 543 547 558 rBV 550879 497125 51.10% 4 _.552%
3 6.334 718 722 729 rBV 657547 529983 54.47% 4 .853%
4 6.469 741 745 749 rBV 686335 541503 55.66% 4 _.959%
5 6.704 782 785 789 rBV 896998 710247 73.00% 6.504%
6 6.863 808 812 815 rBV 497710 423649 43.54% 3.880%
7 6.986 830 833 838 rVB 31126 31448 3.23% 0.288%
8 7.263 871 880 883 rBV 369276 344270 35.39% 3.153%
9 7.322 887 890 892 rVB3 14046 15271 1.57% 0.140%
10 7.363 892 897 901 rBv4 24156 36188 3.72% 0.331%
11 7.504 919 921 928 rVB3 32548 50962 5.24% 0.467%
12 7.633 936 943 948 rVB6 37148 73386 7.54% 0.672%
13 7.681 948 951 954 rBV4 13716 21667 2.23% 0.198%
14 7.733 954 960 962 rVvv2 26466 38579 3.97% 0.353%
15 7.763 962 965 970 rVB3 24469 27736 2.85% 0.254%
16 7.804 970 972 973 rBV2 16460 13126 1.35% 0.120%
17 7.828 973 976 980 rVB3 26170 29752 3.06% 0.272%
18 7.869 980 983 984 rBV 18164 16207 1.67% 0.148%
19 7.939 992 995 996 rBV2 20094 14186 1.46% 0.130%
20 7.986 999 1003 1006 rBY 1205097 942599 96.88% 8.632%
21 8.045 1011 1013 1015 rvv3 20484 17011 1.75% 0.156%
22 8.069 1015 1017 1019 rvVv 42656 33210 3.41% 0.304%
23 8.086 1019 1020 1023 rVB3 25674 19173 1.97% 0.176%
24 8.116 1023 1025 1028 rVB2 21469 20125 2.07% 0.184%
25 8.151 1028 1031 1032 rBvV2 16720 16440 1.69% 0.151%
26 8.169 1032 1034 1038 rBv4 24334 20134 2.07% 0.184%
27 8.204 1038 1040 1044 rVB 118298 92959 9.55% 0.851%
28 8.239 1044 1046 1047 rBvV2 13950 12697 1.31% 0.116%
29 8.286 1051 1054 1057 rVB3 47105 56514 5.81% 0.518%
30 8.322 1057 1060 1062 rBvV2 21676 20324 2.09% 0.186%
31 8.345 1062 1064 1066 rBV3 26403 26052 2.68% 0.239%
32 8.428 1075 1078 1082 rBV3 67235 106616 10.96% 0.976%
33 8.498 1088 1090 1093 rBvV2 52160 38408 3.95% 0.352%
34 8.539 1093 1097 1100 rBvV2 83606 84209 8.66% 0.771%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109236.D

Aca On : 22 Sep 2018 21:55

Operator : JU/SJ

Sample : JA777-31 5X

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\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.598 1104 1107 1112 rBVS5 30249 50281 5.17% 0.460%
36 8.686 1119 1122 1126 rVB4 57241 74689 7.68% 0.684%
37 8.739 1128 1131 1133 rBV3 24106 28052 2.88% 0.257%
38 8.827 1144 1146 1148 rVB3 16261 13000 1.34% 0.119%
39 8.875 1152 1154 1158 rBV5 25725 33920 3.49% 0.311%
40 8.910 1158 1160 1163 rVB4 16006 13896 1.43% 0.127%
41 8.986 1171 1173 1176 rVB3 27494 20383 2.10% 0.187%

42 9.022 1176 1179 1182 rBV 183444 159841 16.43% 1.464%
43 9.063 1182 1186 1189 rVVv 783890 585211 60.15% 5.359%
44 9.157 1198 1202 1206 rBV3 111962 124497 12.80% 1.140%

45 9.204 1208 1210 1213 rVB2 41389 39601 4_.07% 0.363%
46 9.269 1219 1221 1223 rVB2 25336 16725 1.72% 0.153%
47 9.327 1226 1231 1233 rBV6 33116 49629 5.10% 0.454%
48 9.427 1245 1248 1250 rBV3 22104 22788 2.34% 0.209%
49 9.457 1250 1253 1255 rVV 145042 125292 12.88% 1.147%
50 9.475 1255 1256 1259 rVB2 51406 37417 3.85% 0.343%
51 9.622 1279 1281 1285 rVB4 42949 43069 4.43% 0.394%
52 9.657 1285 1287 1290 rBV3 40594 41862 4_30% 0.383%
53 9.686 1290 1292 1296 rVVv4 29543 33712 3.47% 0.309%
54 9.739 1296 1301 1304 rVvV 1051809 972905 100.00% 8.910%
55 9.786 1307 1309 1314 rVV6 30488 48840 5.02% 0.447%
56 9.845 1316 1319 1323 rVB4 53216 76671 7.88% 0.702%
57 9.886 1323 1326 1327 rBV2 25581 17820 1.83% 0.163%
58 9.910 1327 1330 1331 rVvv3 24240 27458 2.82% 0.251%
59 9.927 1331 1333 1335 rvv2 54634 56392 5.80% 0.516%
60 9.980 1339 1342 1344 rVB3 29421 25147 2.58% 0.230%
61 10.010 1344 1347 1350 rBV2 66638 49957 5.13% 0.457%
62 10.057 1352 1355 1357 rBV 34661 28726 2.95% 0.263%
63 10.204 1378 1380 1382 rBV3 20652 16733 1.72% 0.153%
64 10.233 1382 1385 1389 rVB3 52254 57424 5.90% 0.526%
65 10.304 1395 1397 1401 rBV2 52086 44583 4._.58% 0.408%
66 10.345 1402 1404 1406 rVB3 33604 21549 2.21% 0.197%
67 10.374 1407 1409 1411 rVV3 21022 17182 1.77% 0.157%
68 10.404 1411 1414 1417 rVB3 42499 49724 5.11% 0.455%
69 10.480 1425 1427 1430 rBV3 26900 33638 3.46% 0.308%

70 10.516 1430 1433 1439 rVB 328309 276406 28.41% 2.531%
71 10.627 1447 1452 1453 rBV5 20472 33787 3.47% 0.309%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109236.D
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Operator : JU/SJ
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Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 10.651 1453 1456 1458 rBV3 30302 34399 3.54% 0.315%
73 10.721 1465 1468 1470 rBV3 36316 30255 3.11% 0.277%
74 10.798 1479 1481 1487 rBV7 18613 26279 2.70% 0.241%
75 11.127 1534 1537 1543 rVB 43036 50564 5.20% 0.463%
76 11.210 1548 1551 1555 rBV 815210 735624 75.61% 6.737%
77 11.345 1571 1574 1579 rBV5 10965 14233 1.46% 0.130%
78 11.568 1610 1612 1615 rBV4 14484 15865 1.63% 0.145%
79 11.692 1629 1633 1634 rBV3 8899 12823 1.32% 0.117%
80 11.821 1652 1655 1657 rBv4 12672 14049 1.44% 0.129%
81 11.945 1674 1676 1679 rVB2 14704 13385 1.38% 0.123%
82 12.139 1706 1709 1712 rBV 17589 17390 1.79% 0.159%
83 12.263 1727 1730 1732 rBV3 16548 19311 1.98% 0.177%
84 12.315 1737 1739 1742 rVB3 21145 17010 1.75% 0.156%
85 12.415 1754 1756 1759 rBV 17741 16142 1.66% 0.148%
86 12.468 1763 1765 1770 rVB4 18994 27114 2.79% 0.248%
87 12.521 1772 1774 1778 rVV5 11699 13581 1.40% 0.124%
88 12.710 1804 1806 1809 rVB3 14316 12036 1.24% 0.110%
89 12.792 1816 1820 1823 rBV 456479 395667 40.67% 3.623%
90 12.974 1849 1851 1854 rBV3 21620 19543 2.01% 0.179%

91 13.839 1994 1998 2001 rBV 657503 643022 66.09% 5.889%
92 15.239 2232 2236 2240 rVB 453288 485971 49.95% 4._.450%

Sum of corrected areas: 10919835
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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\BF092218\
BF109236.D

22 Sep 2018 21:55

Ju/sJ

J4a777-31 5X

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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\BF092218\
Data File : BF109236.D

Aca On : 22 Sep 2018 21:55

Operator : JU/SJ

Sample : J4777-31 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 15.25 ng 541503 1,4-Dichlorobenzene-d4 6.70
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 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 745 (6.469 min): BF109236.D (-741) (-) m/z 132.00 100.00%
13%.0
5000 68.1
40.0 540 %.1 J " 620 640 6.60 6.80
01 L L B O O I m/z 68.10 42 _.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IREBERAREE RS LRSS S
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.63%
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 Tk om0 ok ok
5000 980 1160 m/z 66.00 26.49%
0 |||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- L A RmAns mam s
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.40%
117.0
5000
91.0
Tas, L4
0 w“--f--W-rm--“u-H-.”--EH-“‘-.--nu----u---- IEEBERAREE RS LR S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109236.D

Aca On : 22 Sep 2018 21:55

Operator : JU/SJ

Sample : J4777-31 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.43 2.26 ng 106616 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
2 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 64
3 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 59
4 Sulfurous acid. octvl 2-propvl e... 236 C11H2403S 1000309-11-9 59
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59
Abundance Scan 1078 (8.428 min): BF109236.D (-1075) (-) m/z 57.10 100.00%
57.1

5000

8.00 8.20 8.40 8.60 8.80
m/z 71.10 84 .41%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19181: Octane, 2,6-dimethyl-
57.0

5000

800 8.20 840 8.60 8.80
m/z 43.10 58.67%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28447: Octane, 2,3,6-trimethyl-
57.0
R o RAREE mE s e
8.00 8.20 8.40 8.60 8.80
5000 m/z 41.05 36.12%
29.0 ‘
g5.0 113.0
0...“U.4M.Wu.ﬂu,.”. B . N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester e B
57.0 8.00 8.20 8.40 8.60 8.80
m/z 55.05 23.63%
5000
113.0
85.0
29 0
RGN M PO S— |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8. OO 8.20 8. 40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109236.D

Aca On : 22 Sep 2018 21:55

Operator : JU/SJ

Sample : J4777-31 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Cyclohexane, 1,1,3-trimethy... Concentration Rank 3

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

9.16 2.56 ng 124497 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl-2-(... 210 C15H30 054965-05-8 95
2 cis-3-Decene 140 C10H20 019398-86-8 50
3 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 007667-55-2 49
4 Cvclohexane. 1.2.3-trimethvl- 126 C9H18 001678-97-3 49
5 Cyclopentane, butyl- 126 C9H18 002040-95-1 49

Abundance Scan 1203 (9.163 min): BF109236.D (-1198) (-) m/z 57.00 100.00%
57.0
41.1
5000
125.1 s
| 154.11791 193.2210.2 8.80 9.00 9.20 9.40
O R R m/z 69.10 86.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69597: Cyclohexane, 1,1,3-trimethyl-2-(3-methylpentyl)-
41.0 69.0
5000 RS SR S AR
8.80 9.00 9.20 9.40
m/z 41.10 69.72%
ol 0 165.0 1930
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17942: cis-3-Decene
55.0
880 9.00 9.0 9.40
5000 m/z 43.05 65.88%
39 140.0
8o 111.0
0|1|5|.?|||||||||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11634: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,... R EE R E s
55.0 8.80 9.00 9.20 9.40
m/z 55.00 56.11%
97.0
5000
390 126.0
71.0 ‘ ‘ ‘
O'F%?ﬂw'kM'JI'L"NL"“"”I""P"'I'”'I'"W""I RS SR S AR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092218\
Data File : BF109236.D

Acq On : 22 Sep 2018 21:55

Operator : JU/SJ

Sample : J4777-31 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 15.3 ng 541503 1 6.70 710247 20.0
Octane, 2,6-dimet... 8.43 2.3 ng 106616 2 7.99 942599 20.0
Cyclohexane, 1,1,... 9.16 2.6 ng 124497 3 9.74 972905 20.0
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