LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 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 5.178 480 483 490 rBV 70820 82374 3.60% 0.456%
2 5.590 550 553 562 rBV 697708 619373 27 .05% 3.430%
3 6.119 638 643 648 rBV2 31228 38550 1.68% 0.213%
4 6.595 720 724 731 rBV 411946 469495 20.51% 2.600%
5 6.731 743 747 750 rBVY 1423142 1299129 56.74% 7.194%
6 6.884 770 773 774 rBV2 39337 36294 1.59% 0.201%
7 6.895 774 775 779 rVvwW 38741 31283 1.37% 0.173%
8 6.948 781 784 791 rVB 582938 534064 23.33% 2.957%
9 7.107 807 811 815 rBVY 1683335 1633355 71.34% 9.044%
10 7.342 848 851 859 rVB5 22098 38078 1.66% 0.211%
11 7.478 867 874 876 rBV3 27577 42320 1.85% 0.234%
12 7.519 876 881 884 rVV 1237229 1347014 58.84% 7 .459%
13 7.590 887 893 899 rvv7y 50494 96186 4._.20% 0.533%
14 7.672 902 907 908 rvv2 20182 27584 1.20% 0.153%
15 7.713 912 914 916 rVvV 119448 96994 4.24% 0.537%
16 7.742 916 919 925 rVB5 56503 96251 4._.20% 0.533%
17 7.837 932 935 938 rBV 90224 73739 3.22% 0.408%
18 7.866 938 940 945 rVB2 52839 59560 2.60% 0.330%
19 7.948 951 954 960 rBV2 135676 150484 6.57% 0.833%
20 8.089 976 978 982 rVB 35372 31839 1.39% 0.176%
21 8.131 982 985 989 rBV4 14207 23783 1.04% 0.132%
22 8.237 995 1003 1008 rBV 741298 765245 33.42% 4.237%
23 8.313 1013 1016 1018 rBV 54557 48292 2.11% 0.267%
24 8.513 1047 1050 1054 rvB4 27309 33136 1.45% 0.183%
25 8.625 1067 1069 1073 rVB3 87139 84942 3.71% 0.470%
26 8.731 1084 1087 1088 rBvV2 28744 27062 1.18% 0.150%
27 8.748 1088 1090 1093 rVB2 24412 25282 1.10% 0.140%
28 8.789 1093 1097 1101 rVB 67300 64298 2.81% 0.356%
29 8.825 1101 1103 1104 rBV 31678 27208 1.19% 0.151%
30 8.895 1113 1115 1119 rVB2 22660 23536 1.03% 0.130%
31 8.960 1123 1126 1130 rBv4 20208 30458 1.33% 0.169%

32 9.048 1138 1141 1144 rBV3 172485 204205 8.92% 1.131%
33 9.084 1144 1147 1153 rVvB2 217076 223141 9.75% 1.236%
34 9.236 1170 1173 1175 rBV 32743 31689 1.38% 0.175%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 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

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

Method
Title

35 9.307 1180 1185 1189 rBV 2224772 2289453 100.00% 12.677%

36 9.378 1192 1197 1200 rBV5 25906 38531 1.68% 0.213%
37 9.448 1205 1209 1212 rVB3 24932 34256 1.50% 0.190%
38 9.654 1241 1244 1246 rBV2 40794 33750 1.47% 0.187%
39 9.701 1246 1252 1259 rVB 334920 381145 16.65% 2.111%
40 9.783 1261 1266 1268 rBv4 52503 74043 3.23% 0.410%
41 9.848 1274 1277 1282 rBV 61563 62740 2.74% 0.347%
42 9.901 1282 1286 1290 rVB2 43030 48227 2.11% 0.267%
43 9.995 1298 1302 1306 rVB 747615 672818 29.39% 3.726%
44 10.131 1322 1325 1326 rBVY 41156 37904 1.66% 0.210%
45 10.154 1326 1329 1332 rVV 85533 93418 4.08% 0.517%
46 10.189 1332 1335 1338 rVV 44848 43995 1.92% 0.244%
47 10.219 1338 1340 1345 rVB2 42808 47895 2.09% 0.265%
48 10.307 1352 1355 1358 rBV2 43289 45488 1.99% 0.252%
49 10.348 1358 1362 1365 rVV3 34091 40427 1.77% 0.224%
50 10.378 1365 1367 1369 rVVv2 47524 51230 2.24% 0.284%
51 10.401 1369 1371 1375 rVB 74921 63489 2.77% 0.352%
52 10.478 1381 1384 1387 rBvV4 23089 26773 1.17% 0.148%
53 10.619 1402 1408 1410 rBV3 37556 56025 2.45% 0.310%
54 10.648 1410 1413 1416 rVB 51360 41538 1.81% 0.230%
55 10.707 1420 1423 1425 rBV3 23811 26523 1.16% 0.147%
56 10.789 1431 1437 1440 rBV 1048326 1061561 46.37% 5.878%
57 10.842 1444 1446 1448 rBV 30997 28768 1.26% 0.159%
58 10.872 1448 1451 1455 rVB 62637 66226 2.89% 0.367%
59 11.066 1481 1484 1489 rBV6 21491 34298 1.50% 0.190%
60 11.254 1513 1516 1520 rVB 30399 29917 1.31% 0.166%
61 11.319 1525 1527 1530 rBV 40595 40611 1.77% 0.225%
62 11.483 1552 1555 1559 rBV 661658 618558 27.02% 3.425%
63 11.689 1588 1590 1593 rBV3 25079 29830 1.30% 0.165%
64 11.748 1598 1600 1602 rVVv2 32783 25920 1.13% 0.144%
65 12.866 1788 1790 1795 rVB2 43749 41960 1.83% 0.232%
66 13.072 1820 1825 1828 rBV 2101162 2032832 88.79% 11.256%
67 13.571 1907 1910 1914 rVB 31509 28715 1.25% 0.159%
68 13.613 1914 1917 1921 rBV2 27346 27547 1.20% 0.153%

69 13.948 1971 1974 1979 rBV 107470 103622 4_.53% 0.574%
70 14.136 2002 2006 2010 rBV 660137 652888 28.52% 3.615%

71 14.754 2108 2111 2114 rVB 31414 26854 1.17% 0.149%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 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

72 15.677 2263 2268 2275 rVB 422778 534461 23.34% 2.959%
73 17.730 2609 2617 2626 rBV5 13412 48889 2.14% 0.271%

Sum of corrected areas: 18059368
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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\

BF106990.D

29 Jun 2018 23:20

JussJ

J3705-05

28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.18 3.08 ng 82374 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 483 (5.178 min): BF106990.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 83.0 | 480 500 520 5.40 5.60
ottt e e m/z 59.00 61.74%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LS L AU
4.80 500 520 5.40 5.60
59.0 1010 m/z 101.10 21.84%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 16.12%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R R
43.0 4.80 500 520 5.40 5.60
m/z 41.00 9.50%
5000
101.0
o 180 30 || %80 69,0 86.0
Trryrrrryrrrr[rrrr[rrrr[{r1r 1[I rrrr [ rrrr [ rrrr[rrrrJ[T —v—rv—v—v—v—rv—v—v—r
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 2 unknown6.73 Concentration Rank 2

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

6.73 48_.65 ng 1299130 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
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): BF106990.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.0
100 | 9%.1 540 6k0 680 700
54.0 - - - -
Ot e pll [80 870 | 19801180 | n7; 68.05  38.45%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " PPN
M0 550 o %0 e m/z 134.00  33.68%
0'“|'“'|“"ﬂ”'w”JJh'm“w“"w'hw}Pgo'“'l“"l"w"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 23.05%
33.0 44.0 105.0
o 600 700 g5 115.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine B e
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.30%
5000
104.0
51.0 650 780
0= '|"??H9"' Nl"'I”lH'I'"‘MI"'?}“q"l"h'l'%%7'?""l T SRS SARBE AR SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 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 : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6

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

7.59 3.60 ng 96186 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 81
2 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 81
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 68
4 Benzene. l-methvl-3-(1l-methvl-2-... 146 C11H14 052161-57-6 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64

Abundance Scan 893 (7.590 min): BF106990.D (-887) (-) m/z 131.10 100.00%
131.1
105.1
5000 146.1
7.20 7.40 7.60 7.80 8.00
of m/z 105.10 63.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methy!-
131.0
5000
146.0 7.20 7.40 7.60 7.80 8.00
91.0 118.0 m/z 146.10 38.79%
50270%05“)%0 7o | 1MOM\ m
) O I\l\” ...‘. SRR PRR—] A— ...‘. Y TR
m/z--> 10 20 30 40 50 60 70 80 95 100 110 120 130 140 1éo
Abundance
131.0
oo | 750 7w 70 780 800
5000 ' m/z 136.10 35.47%
9L.0 115.0
51.0 65.0 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl- A e
131.0 7.20 7.40 7.60 7.80 8.00
m/z 79.10 34 .59%
5000 146.0
I 'A'd"é'd"é'd"%‘d' 'é‘d"é‘d"ic')b' b '1'26' 130 140 150 | | 7.0 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 5 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 10

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

7.71 2.53 ng 96994 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 93
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 93
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 90
4 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 90
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 87

Abundance Scan 913 (7.707 min): BF106990.D (-912) (-) m/z 119.10 100.00%
119.1
5000 134.1
41.0 o0 7.40 7.60 7.80 8.00
65.0 77.0 104.1 . . . .
Obrr e st e et el | MZz 134.10 42 .02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000 r'\"l'/'\"l""I'A'"I""I
7.40 7.60 7.80 8.00
910 m/z 91.00 17.66%
o 150 27.0 390 510 650 770 "7 1050 | 1,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
134.0 7.40 7.60 7.80 8.00
5000 m/z 133.10 8.69%

91.0
150 27.0 390 510 650 77.0 105.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 117.05 8.39%
134.0
5000
91.0
o 150 27.0 4L0 530 650 770 " 1050 | s
T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 6 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

774 252ng 96251  Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 76

2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 76
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 76
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 70
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 62
Abundance Scan 919 (7.742 min): BF106990.D (-916) (-) m/z 119.10 100.00%
119.1
5000 91.0 134.1
148.1 7.40 7.60 7.80 8.00
0 m/z 91.05 44 .53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-methylene-
119.0
5000 134.0
7.40 7.60 7.80 8.00
91.0 m/z 134.10 44 .01%
27.0 410 539 650 77.0 105.0
N WSSO MRS USRS P S | ENME—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119.0
A et
7.40 7.60 7.80 8.00
5000 134.0 m/z 92.00 42.04%
27.0 390 510 650 77.0 910 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 133.10 13.25%
5000 134.0
150 270 90510 680 710 %% 150 |
Orrrrrrr et e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 7 2-Fluoro-6-nitrophenol Concentration Rank 5

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

7.95 3.93 ng 150484 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Fluoro-6-nitrophenol 157 C6H4FNO3 001526-17-6 98
2 5-Fluoro-2-nitrophenol 157 C6H4FNO3 000446-36-6 81
3 4-Fluoro-2-nitrophenol 157 C6H4FNO3 000394-33-2 72
4 Phenol. 3-fluoro-4-nitro- 157 C6H4FNO3 000394-41-2 53
5 2-Fluoro-4-nitrophenol 157 C6H4FNO3 000403-19-0 46

Abundance Scan 954 (7.948 min): BF106990.D (-951) (-) m/z 157.00 100.00%

151.0
83.0
5000 57.0
99.0 127.0
112.0 N S LA A GRS I
38.0 | |7o.o | | | | 140.0 7.60 7.80 8.00 8.20
0 RSP Y O At P SOS HNS | E PhAvSS m/z 83.00 55.04%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #29313: 2-Fluoro-6-nitrophenol
157.0
57.0 83.0
5000 7.60 7.80 8.00 8.20
127.0 ; : = :
9.0 o m/z 57.00 47.87%
RREIN o
o) SR 18 v D R SN PN S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
157.0
R e AR
7.60 7.80 8.00 8.20
5000 m/z 82.00 33.33%
57.0 83.0 127.0
28.0 440 70.0 1110 140.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29314: 4-Fluoro-2-nitrophenol A mamEE R
157.0 7.60 7.80 8.00 8.20
m/z 81.00 27 .21%
5000 57.0 83.0
99.0
127.0
180 390 o 700 | | 111.0 1400
) S Y i T N PRV N | 8 YT A A AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20

8270-BF061918_.M Mon Jul 02 10:38:09 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 8 1-Butanamine, N-butyl-N-nit... Concentration Rank 12

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

8.62 2.22 ng 84942 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanamine. N-butvl-N-nitroso- 158 C8H18N20 000924-16-3 91
2 N-Ethvlidene t-butvlamine 99 C6H13N 007020-80-6 47
3 5-Methvl-2-pvrrolidinone 99 C5H9NO 000108-27-0 43
4 Pvrimidin-2.4-dione. 1.2.3.4-tet... 269 C12H19N304 141039-01-2 40
5 Cyclohexanone, 2-(dimethylamino)- 141 C8H15NO 006970-60-1 38

Abundance Scan 1068 (8.619 min): BF106990.D (-1067) (-) m/z 84.10 100.00%
84.1
57.0
5000 410
116.1 147.1
0. 9.0 162.1 8.20 8.40 860 880 9.00
o} m/z 57.05 62 .35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30124: 1-Butanamine, N-butyl-N-nitroso-
57.0 84.0
41.0
5000 RSN AR R
116.0 8.20 8.40 860 880 9.00
27. 99.0 158.0 m/z 41.00 50.57%
‘ 70.0 ‘ ‘ 141.0
0'&ﬂ9P”h”JP“WJJP”JH”'h'””'hﬁ””P”'””ﬂ”W”“P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
84.0
57.0 RIS SRS LR
8.20 8.40 860 880 9.00
m/ 43.00 38.41Y%
5000 410 z (
99.0
. 27.0 20.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #3493: 5-Methyl-2-pyrrolidinone I RAEEE T
84.0 8.20 8.40 860 880 9.00
m/z 41.95 35.90%
5000
41.0
28.0 56.0 99.0
O'W“”P”h””ﬂL'JLPJPP”'“'””'”W””P”'””P”W”“P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 860 880 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 9 Naphthalene, 2-methyl- Concentration Rank 4

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

9.05 5.34 ng 204205 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 90
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 90
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 78
4 Bicvclol4.4.1lundeca-1.3.5.7.9-p... 142 C11H10 002443-46-1 78
5 2-Fluoro-4-nitrophenol 157 C6H4FNO3 000403-19-0 76

Abundance Scan 1141 (9.048 min): BF106990.D (-1138) (-) m/z 142.05 100.00%
14%.1
157.0
5000
880 9.00 920 9.40
01 m/z 141.10 89.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19233: Naphthalene, 2-methyl-
142.0
A
5000 IRRBE AR S RS S
115.0 8.80 9.00 9.20 9.40
m/z 157.00 69.92%
27.0 39.0 51.0 630 750 wolmo“lﬂo ]
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
142.0
880 9.00 920 9.40
0
5000 1150 m/z 83.00 62.01%
27.0 39.0 51.0 630 750 89.0 1009 127.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19231: Benzocycloheptatriene B T e R
141.0 8.80 9.00 9.20 9.40
115.0 m/z 57.00 52.65%
5000
63.0
“‘ | ?HO I 102.0 1 ‘ 128.0 | ‘
A S RS AR R AL NRA A LARAN LRSS LA LARAN LRSS ARRY B REE SE IURE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 10 unknown9.08 Concentration Rank 3

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

9.08 5.83 ng 223141 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol5.2.1.0(2.6)1deca-4.8-d... 146 C10H100 1000191-03-2 43
2 Tricvclol4.2.1.0<2.5>1non-3-ene 120 C9H12 007078-40-2 30
3 Spirolbicvclol2.2.11hept-5-ene-2... 120 C9H12 006572-50-5 27
4 Bicvclol2.2.11hept-5-en-2-ol 110 C7H100 013080-90-5 27
5 5-Norbornene-2-methanol 124 C8H120 000095-12-5 16

Abundance Scan 1146 (9.078 min): BF106990.D (-1144) (-) m/z 176.00 100.00%
66.0 17
5000 102.0
%0 52p || | 869 880 9.00 9.20 9.40
0 [ m/z 65.95 87.77%

m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180

Abundance #21584: Tricyclo[5.2.1.0(2,6)]deca-4,8-dien-3-one
66.0
nro 146.0
5000 LA L L L L L L L L LB
8.80 9.00 9.20 9.40
39.0 91.0 m/z 102.00 49.41%
26,0 ‘ S ‘ 1040 || 1310
O e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110120130 140 150 160 170 180
Abundance
66.0
R
8.80 9.00 9.20 9.40
5000 m/z 146.00 36.65%
91.0
120.0
ol 260 390 g 105.0
m/z--> 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180
Abundance #9464: Spiro[bicyclo[2.2.1]hept-5-ene-2,1'-cyclopropane]
66.0 8.80 9.00 9.20 9.40
m/z 178.00 31.89%
5000 91.0
105.0
300 | ‘ 120.0
ownnpnhm”wh.Jh.“H””“”wn”.”ﬂ””“”w””.”q“”“”w”” S |
m/z--> 20 30 40 50 60 70 80 90 100 110120130 140 150 160 170 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 11 Naphthalene, 2,7-dimethyl- Concentration Rank 13

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

9.78 2.20 ng 74043 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 90
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 78
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 70
4 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 64
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 64

Abundance Scan 1265 (9.778 min): BF106990.D (-1261) (-) m/z 156.10 100.00%
156.1
141.1
5000
41.0 55.0 730
173.1188.1 9.40 9.60 9.80 10.00
0 m/z 141.10 69.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28481: Naphthalene, 2,7-dimethyl-
156.0
5000 141.0
9.40 9.60 9.80 10.00
m/z 110.10 54 _86%
510 0 115.0
ol 20 280 1 bl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0
9.40 9.60 9.80 10.00
5000 m/z 95.05 39.40%
77.0 115.0
270 510 98.0
O T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28501: Naphthalene, 1,6-dimethyl- R A R
156.0 9.40 9.60 9.80 10.00
141.0 m/z 155.05 31.97%
5000
115.0
0 280 49.0 69.0 980 | i M
T A B e o e e ILLALA I o
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 12 1H-Benzotriazole, 5-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.15 2.78 ng 93418 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 95
2 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 94
3 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 81
4 Benzene. l-isocvanato-2-methvl- 133 C8H7NO 000614-68-6 58
5 Benzene, l-isocyanato-4-methyl- 133 C8H7NO 000622-58-2 49
Abundance Scan 1328 (10.148 min): BF106990.D (-1326) (-) m/z 104.05 100.00%
104.1
133.1
5000 77.0
51.0
38.0 9.80 10.00 10.20 10.40
o 639 il 911 .J, 1190 [, 1450, 681 m/z 133.05  72.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14692: 1H-Benzotriazole, 5-methyl-
104.0 133.0
5000
78.0 9.80 10.00 10.20 10.40
51.0 m/z 77.00 39.86%
Jaso 380 | eso ‘ o0 | I
m/z--> 20 40 eb 85 100 120 140 160
Abundance
104.0
133.0 9.80 10.00 10.20 1040
5000 m/z 78.00 35.83%
77.0
51.0
0 380 64.0 90.0
mz-> 20 40 60 8 100 120 140 160
Abundance #14732: 2H-Indol-2-one, 1,3-dihydro-
104.0 133.0 9.80 10.00 10.20 10.40
m/z 105.05 30.73%
78.0
5000
51.0
38.0 ‘ ‘
OIIIII\\III\MIIIIIIM\H\ “... |l‘||||||||||| R AN BERRE R
m/z--> 20 60 80 100 120 140 160 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 13 Pentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.87 2.14 ng 66226 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 Decane. 1l-bromo-2-methvl- 234 C11H23Br 127839-47-8 72
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 72
Abundance Scan 1451 (10.872 min): BF106990.D (-1448) (-) m/z 57.00 100.00%
57.0
5000
99.0 110,60 10.80 11.00 11.20
151.1
o...J,'.!.'-.",.".u..,.1.8.1.1 288 . m/z 43.05 66.72%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 L R BRI UL B
10. 60 10 80 11. oo 11. 20
m/z 71.05 64.72%
0 27\‘0\“ \‘\ \\‘99‘ O\ 141 0 183 0212 0
m/z--> 55 160 1éo 260 250 300 3éo
Abundance
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.10 40.47%
27,0 0O BB ara
ob—t b o o e
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #202662: Heptacosane e R B e
57.0 10.60 10.80 11.00 11.20
m/z 41.00 26.81%
5000
0 27,0 || | \9%0‘ 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 5'0 1(')0 1&'30 200 250 300 3éo 10. 60 10 80 11. oo 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106990.D

Aca On 29 Jun 2018 23:20

Operator : JU/SJ

Sample = J3705-05

Misc :

ALS Vial : 28 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 14 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.95 3.17 ng 103622 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1974 (13.948 min): BF106990.D (-1971) (-) m/z 57.05 100.00%

5000

:

13.60 13.80 14.00 14.20
m/z 55.00 94.53%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0

97.0

%

5000 LA L L L L LB L
13.60 13.80 14.00 14.20
29.0 125.0 m/z 83.05 90.06%
0 Ll 196.0224.0  269.0 320.0
T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
] B R e e e  EEmme
91.0 13.60 13.80 14.00 14.20
5000 m/z 97.05 83.61%
29.0 125.0

154.0 182.0 210.0 238.0 283.0 334.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol B
13.60 13.80 14.00 14.20
m/z 43.05 79.48%
- J\/WJK@MWM
29.0
o 139.0167.0 1960  238.0266.0 204.0
- IIIIIIIIIIIIIIIIIII

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF106990.D

Acq On 29 Jun 2018 23:20

Operator : JU/SJ

Sample - J3705-05

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
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 3.1 ng 82374 1 6.95 534064 20.0
unknown6.73 6.73 48.6 ng 1299130 1 6.95 534064 20.0
Naphthalene, 1,2,... 7.59 3.6 ng 96186 1 6.95 534064 20.0
Benzene, 1,2,3,5-... 7.71 2.5 ng 96994 2 8.24 765245 20.0
1,3-Cyclopentadie. .. 7.74 2.5 ng 96251 2 8.24 765245 20.0
2-Fluoro-6-nitrop. .. 7.95 3.9 ng 150484 2 8.24 765245 20.0
1-Butanamine, N-b... 8.62 2.2 ng 84942 2 8.24 765245 20.0
Naphthalene, 2-me... 9.05 5.3 ng 204205 2 8.24 765245 20.0
unknown9 .08 9.08 5.8 ng 223141 2 8.24 765245 20.0
Naphthalene, 2,7-_.. 9.78 2.2 ng 74043 3 10.00 672818 20.0
1H-Benzotriazole, ... 10.15 2.8 ng 93418 3 10.00 672818 20.0
Pentadecane 10.87 2.1 ng 66226 4 11.48 618558 20.0
Trifluoroacetoxy ... 13.95 3.2 ng 103622 5 14.14 652888 20.0

8270-BF061918_.M Mon Jul 02 10:38:14 2018 Page: 18



