LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

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:\HPCHEM1I\BNA F\METHODS\8270-BF010918.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 2.928 138 143 148 rBvV 42350 67144 1.40% 0.154%
2 4.198 353 359 368 rVB3 31006 52858 1.10% 0.121%
3 4.916 477 481 489 rVB 224295 227781 4.74% 0.522%
4 5.334 547 552 555 rBY 2602690 2352067 48.90% 5.389%
5 5.563 587 591 594 rBV 76776 68592 1.43% 0.157%
6 5.892 642 647 650 rBV2 68198 57285 1.19% 0.131%
7 6.187 689 697 699 rBV 48558 68940 1.43% 0.158%
8 6.328 718 721 723 rBV 84218 75325 1.57% 0.173%
9 6.357 723 726 731 rVV2 1704332 1511526 31.43% 3.463%
10 6.410 732 735 738 rVV 83510 63987 1.33% 0.147%

11 6.498 745 750 753 rBV 4516792 4306637 89.54% 9.867%
12 6.569 758 762 765 rVB4 56561 58908 1.22% 0.135%
13 6.728 785 789 793 rBV 1716597 1404274 29.20% 3.217%
14 6.792 796 800 806 rvB3 184949 245246 5.10% 0.562%
15 6.886 811 816 818 rBV 4738730 4374832 90.96% 10.023%

16 6.910 818 820 822 rvVv 259149 212914 4.43% 0.488%
17 6.934 822 824 829 rVB3 80849 80926 1.68% 0.185%
18 6.981 829 832 834 rBvV2 58218 57870 1.20% 0.133%
19 7.051 841 844 848 rBV2 86230 105419 2.19% 0.242%
20 7.134 853 858 862 rBvV3 76397 122857 2.55% 0.281%

21 7.298 874 886 889 rBV 3610132 3901205 81.11% 8.938%
22 7.375 896 899 903 rBV5 51166 60513 1.26% 0.139%
23 7.451 908 912 914 rBV2 67867 62349 1.30% 0.143%
24 7.486 914 918 922 rBvV2 119322 153320 3.19% 0.351%
25 7.528 922 925 930 rVB2 144910 212811 4._.42% 0.488%

26 7.616 937 940 946 rBv4 53690 98539 2.05% 0.226%
27 7.669 946 949 950 rvv2 53747 56312 1.17% 0.129%
28 7.686 950 952 956 rvv2 97666 107815 2.24% 0.247%
29 7.751 958 963 967 rvv4 215764 304136 6.32% 0.697%
30 7.816 971 974 977 rVVv4 81887 94967 1.97% 0.218%

31 7.851 977 980 984 rvv5 93137 99129 2.06% 0.227%
32 7.916 987 991 994 rBV3 92552 142139 2.96% 0.326%
33 8.010 1002 1007 1010 rBV 2073717 1682181 34.97% 3.854%
34 8.098 1018 1022 1024 rVB4 77663 73042 1.52% 0.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.163 1030 1033 1035 rVB 142302 121425 2.52% 0.278%

36 8.222 1035 1043 1046 rBv4 182652 233539 4._86% 0.535%
37 8.257 1046 1049 1051 rBV3 74682 106571 2.22% 0.244%
38 8.286 1052 1054 1061 rVB4 144791 206631 4_30% 0.473%
39 8.345 1061 1064 1068 rBv4 90114 166252 3.46% 0.381%
40 8.398 1068 1073 1076 rvv2 260770 324836 6.75% 0.744%

41 8.445 1079 1081 1086 rVvv3 121629 126967 2.64% 0.291%

42 8.516 1090 1093 1096 rBV3 62168 65899 1.37% 0.151%
43 8.569 1099 1102 1105 rBV 146573 112736 2.34% 0.258%
44 8.598 1105 1107 1112 rVB5 70723 82830 1.72% 0.190%
45 8.645 1112 1115 1117 rBvV4 65318 74036 1.54% 0.170%
46 8.704 1122 1125 1126 rBV 63206 53605 1.11% 0.123%
47 8.822 1142 1145 1149 rVB 241732 200816 4.18% 0.460%
48 8.951 1165 1167 1172 rVB6 63071 79893 1.66% 0.183%
49 8.998 1172 1175 1181 rVB4 145044 194316 4._.04% 0.445%
50 9.051 1181 1184 1186 rBV2 114213 99079 2.06% 0.227%
51 9.092 1186 1191 1194 rVB 5269779 4809839 100.00% 11.020%
52 9.133 1194 1198 1201 rBVS5 57121 93979 1.95% 0.215%
53 9.210 1209 1211 1213 rVB 138530 101944 2.12% 0.234%
54 9.392 1240 1242 1245 rBV3 71517 84796 1.76% 0.194%
55 9.422 1245 1247 1249 rVV 98183 89161 1.85% 0.204%

56 9.445 1249 1251 1255 rVvv4 114869 115931 2.41% 0.266%
57 9.486 1255 1258 1260 rVB 240902 193161 4.02% 0.443%
58 9.692 1290 1293 1296 rVB 319453 306559 6.37% 0.702%
59 9.763 1302 1305 1308 rBV2 1482774 1238026 25.74% 2.836%
60 9.798 1308 1311 1314 rVB 467378 389306 8.09% 0.892%

61 9.969 1337 1340 1342 rBvV 141392 119727 2.49% 0.274%
62 10.151 1369 1371 1373 rBV 115063 74181 1.54% 0.170%
63 10.310 1395 1398 1404 rVB 305989 304872 6.34% 0.698%
64 10.374 1406 1409 1411 rBV 280148 219215 4_.56% 0.502%
65 10.439 1417 1420 1423 rBV2 92840 77330 1.61% 0.177%

66 10.480 1424 1427 1430 rVB 127227 113204 2.35% 0.259%
67 10.551 1435 1439 1442 rVV 2244824 2057607 42.78% 4.714%
68 10.580 1442 1444 1450 rVB5 67176 106261 2.21% 0.243%
69 10.663 1456 1458 1462 rVB 96075 86295 1.79% 0.198%
70 11.245 1554 1557 1560 rBV 1228523 1121483 23.32% 2.569%

71 11.269 1560 1561 1564 rVB 372113 224820 4.67% 0.515%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 11.480 1594 1597 1600 rVB 321245 241625 5.02% 0.554%
73 11.792 1647 1650 1653 rBV 601926 521193 10.84% 1.194%
74 12.580 1781 1784 1793 rVB 705740 697942 14.51% 1.599%
75 12.839 1824 1828 1831 rBV 3404116 3225108 67 .05% 7.389%

76 13.733 1977 1980 1985 rVB 390836 322275 6.70% 0.738%
77 13.886 2002 2006 2009 rBV 1184810 1120062 23.29% 2.566%
78 15.304 2243 2247 2252 rVB 657797 778032 16.18% 1.783%

Sum of corrected areas: 43647211
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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:\HPCHEMI\BNA F\DATA\BF010918\

BF101972.D

10 Jan 2018 00:11

SJ/Ju

J1049-11

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF101972.D
6.89
6.50

7.30

5.33

6.36 6.73

4.92

2.93

4.20 556 589 6.1,

0

Time-->

5.50

6.00

T
2.50

3.00 3.50

4.00

4.50

5.00

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF101972.D
09

12.84

10.55

Time-->

13.50

10.50 11.00

11.50 12.00 12.50

13.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF101972.D

13.89

15.30

Time-->

14.00

17.50 18.00 18.50

19.00

14.50 15.00

15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 10

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

4.92 3.24 ng 227781 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 Silane. dimethvl- 60 C2H8Si 001111-74-6 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 482 (4.922 min): BF101972.D (-477) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
| 83.0 | 460 4.80 5.00 5.20
Otrrrprrrrprrrrprrr ke e e e m/z 59.10 54.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A e ey
59.0 460 4.80 5.00 5.20
150 1010 m/z 101.00 18.41%
28. 83.0
G A NN R BAAR) R RAARA NN RN LAY EARR) LA AL RARAS AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
460 4.80 500 520
5000 m/z 58.00 17.38%

43.0
83.0 9s.0 123.0 141.0 159.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #283: Silane, dimethyl-
59.0 4.60 4.80 5.00 5.20
45.0 m/z 41.05 7.50%
5000
31.0
Ohrrrprrrrprretrrrr e St et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.50

Concentration Rank 2

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

6.50 61.34 ng 4306640 1,4-Dichlorobenzene-d4 6.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10

028749-81-7 9
022291-85-6 9

4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2

Abundance Scan 750 (6.498 min): BF101972.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.1
T
40.0 540 alo 9.1 150 6.20 6.40 6.60 6.80
o . . T m/z 68.10 40.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LINLL I L L L L L L LB
6.20 6.40 6.60 6.80
0
310 510 m/z 134.00 33.47%
0 ‘ b1 H Moy . !
e I B o . e e o o e B B B B
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
T
6.20 6.40 6.60 6.80
5000 m/z 66.00 25.57%
51.0 70.0 86.0
S e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.17%
74.0
116.0
5000 98.0
SIS V| S A Y-S 1 O OO Y SO
m/z--> 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:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.79 Concentration Rank 9

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

6.79 3.49 ng 245246 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-1.2.4-Triazole. 3-methvl- 83 C3H5N3 007170-01-6 47
2 1-Butene. 2.3.3-trimethvl- 98 C7H14 000594-56-9 43
3 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 41
4 Cvclopropane. 1.1.2.2-tetramethvl- 98 C7H14 004127-47-3 41
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 38

Abundance Scan 800 (6.792 min): BF101972.D (-796) (-) m/z 43.00 100.00%
43.0
83.0
55.0
5000 105.1
1201 AN AR SR
69.1 | | 6.40 6.60 6.80 7.00 7.20
OLrrrprrrrprrer et st e el e m/z 83.05 74.82%
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #1285: 1H-1,2,4-Triazole, 3-methyl-
83.0
42.0
5000 56.0 SRR A SN R
27.0 6.40 6.60 6.80 7.00 7.20

m/z 55.05 58.01%

[ e e B B L LN R e s s e as n s
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55.0 83.0
L e e
41.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 41.00  49.64%
20.0 98.0
15.0
o 1.0 67.0
e I L L e U M R B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3353: 2-Pentene, 4,4-dimethyl- L B e B T
55.0 83.0 6.40 6.60 6.80 7.00 7.20
m/z 57.05 46.91%
41.0
5000
98.0
67.0
0 | | AT |
T e e e e e e e LI e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Indane Concentration Rank 12

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

6.91 3.03 ng 212914 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Benzene. l-propenvl- 118 C9H10 000637-50-3 83
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 64
4 Benzene. 1.1"-(1l-ethenvl-1.3-pro... 222 C17H18 061141-97-7 59
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 59

Abundance Scan 820 (6.910 min): BF101972.D (-818) (-) m/z 117.05 100.00%
117.1
5000
30 579 .., 91|-0 1030 | '6.60 6.80 7.00 7.20
e B s I e L O e ST m/z 118.10 58.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8951: Indane
117.0
5000 AN RARAS RS AR LR
6.60 6.80 7.00 7.20
910 m/z 115.05 19.31%
o150 270 20 510 80 770 % amo ||
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
117.0
'6.60 6.80 7.00 7.20
5000 m/z 91.05 13.65%
91.0
150 27.0 39.0 510 630 77.0 103.0
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8959: Benzene, 2-propenyl-
117.0 6.60 6.80 7.00 7.20
m/z 57.90 7 .55%
5000
91.0
58.0
39.0 : 103.0 ‘ WM
0'w'“'w?nq”'“"“H““HHA'VTL?“'NL“'wh'W'J”w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 14

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

7.53 2.53 ng 212811 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 93
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 90
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 90
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 87
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87

Abundance Scan 925 (7.528 min): BF101972.D (-922) (-) m/z 119.10 100.00%
119.1
5000 1341
57.0
41|'0 77.0 910 1030 7.20 7.40 7.60 7.80
Obrrprrrrprrrr ettt it b bbbl | mZz 134.10  47.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.20 7.40 7.60 7.80
91.0 m/z 57.00 34.76%
150 27.0 %90 510 650 770 1030 |
miz> 10 % %0 40 0 65 70 8 90 160 110 130 130 180 |
Abundance
119.0
720 7.40 7.60 7.80
5000 134.0 m/z 41.05 15.44%
. 27.0 390 510 50 77.0 910 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- e A RAREE
119.0 7.20 7.40 7.60 7.80
m/z 91.05 15.33%
5000 134.0
| 1 Ll |
s 3'0 4'0 5'0 60 7'0 8'0 & e 1o 3 T oo 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7

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

7.75 3.62 ng 304136 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 86
2 2.4-Dimethvistvrene 132 C10H12 002234-20-0 70
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 60
4 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 55
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 55

Abundance Scan 963 (7.751 min): BF101972.D (-958) (-) m/z 117.10 100.00%
1171
5000 132.1
91.0
39.0 51|-° 65.0 77.0 | 103.0 ‘ 1520 7.40 7.60 7.80 8.00
0..,....,....,....lll:'...i:'.'.:,.".l.'.'. l“'.'..'.',..l..',:I:..l...”...'.",'.l...,....,...., m/z 119.10 85 _65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 7.40 7.60 7.80 8.00
51.0 m/z 132.10 41.87%
65.0 77.0 105.0
O”P”W””P”W””mMWM”P”M””M”WN”P”M”JLMW””P”W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117.0
132.0 7.40 7.60 7.80 8.00
5000 m/z 114.95 35.88%
27.0 320 63.0 i
. 0 770
15.0 510 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 7.40 7.60 7.80 8.00
m/z 134.10 35.42%
132.0
5000
91.0
ﬂowOSP @oﬁo ‘1%0 I
) Y N I VPR 1| PO R A I\I\” 1| T .‘... N
m/z--> 10 20 30 40 50 60 70 80 do 100 110 120 130 140 150 | 7.40 7.60 7.80 8.00

8270-BF010918.M Wed Jan 10 11:04:44 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Butanoic acid, 2-ethyl-, me... Concentration Rank 13

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

8.22 2.78 ng 233539 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-ethvl-. methvl ... 130 C7H1402 000816-11-5 59
2 Heptanoic acid. 2-ethvl-. methvl... 172 C10H2002 000816-63-7 38
3 Butanoic acid. 2.2-dimethvl-3-ox... 144 C7H1203 038923-57-8 35
4 1.3-Dioxolane-2-propanal. 2-methvl- 144 C7H1203 024108-29-0 22
5 Oxirane, 2,2"-[1,4-butanediylbis... 202 C10H1804 002425-79-8 22

Abundance Scan 1043 (8.222 min): BF101972 D (-1035) (-) m/z 102.05 100.00%
43.0 57.0 710 87.0 102.
5000
127.1
1411 1561 7.80 8.00 8.20 8.40 8.60
(o} T e m/z 43.00 79.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13537: Butanoic acid, 2-ethyl-, methyl ester
43.0
102.0
5000 870 LA L L L L L L LB
710 780 8.00 8.0 840 8.60
29.0 m/z 87.00 79.68%
‘J‘ \M‘ 560 | “ 115.0
O T T T T T e T
m/z--> 20 40 60 80 100 120 140 160
Abundance
87.0 102.0
7.80 8.00 8.20 8.40 8.60
5000 41.0 570 m/z 57.05 78.96%
27.0 72.0 115.0
. 1280 M40 15
miz--> 20 40 60 8 100 120 140 160
Abundance #20714: Butanoic acid, 2,2-dimethyl-3-oxo-, methy! ester A BEEmaEE S
102.0 7.80 8.00 8.20 8.40 8.60
43.0 m/z 71.05 76.32%
5000
87.0
70.0
57.0
oL ”|2|7\|0| .‘lh. — 'MI i .“‘.“.,.‘...,“...‘.,....1,449. e Ll
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40 8.60

8270-BF010918.M Wed Jan 10 11:04:46 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown8.29 Concentration Rank 15

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

8.29 2.46 ng 206631 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl-. methvl ... 158 C9H1802 000816-19-3 14
2 Heptanoic acid. 2-ethvl-. methvl... 172 C10H2002 000816-63-7 14
3 3-Phenvl-3-pentanol 164 C11H160 001565-71-5 14
4 Pentanoic acid. 2-ethvl-. methvl... 144 C8H1602 000816-16-0 12
5 1H-Pyrazolo[3,4-d]pyrimidin-4-amine 135 C5H5N5 002380-63-4 10

Abundance Scan 1055 (8.292 min): BF101972.D (-1052) (-) m/z 87.00 100.00%
81.0 102.1 135.0
a0 °10 710
117.1
5000
‘ | | | | 520 8.00 820 8.40 860
0 ALl m/z 102.10  99.24%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30304: Hexanoic acid, 2-ethyl-, methyl ester
87.0 102.0
57.0
5000
410 8.00 8.20 8.40 8.60
' 130.0 m/z 135.00 82 .84%
70 | | mo | | ko
O T30 1160 | 14301580
m/z--> 20 40 60 80 100 120 140 160
Abundance
87.0 102.0
800 820 840 8.60
5000 41.0 570 m/z 57.00 78.47%
27.0 72.0
. 160 40 00
miz--> 20 40 6 80 100 120 140 160
Abundance #33601: 3-Phenyl-3-pentanol  EAmEmE RS
117.0 4359 8.00 8.20 8.40 8.60
57.0 m/z 71.05 72.51%
5000 9L.0
77.0
29.0
43.0
0 .1.4'.0| .‘l‘. I‘I\\I .‘l“.‘l“l“k v L IJ'ICHIOI MI .‘l“‘. l I | ——— e o
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF010918.M Wed Jan 10 11:04:46 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Thiophane, propyl- Concentration Rank 6

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

8.40 3.86 ng 324836 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophane. propvl- 130 C7H14S 001551-34-4 50
2 Heptanoic acid. 2-propvl-. methv... 186 C11H2202 056247-53-1 50
3 Hvdrazine. l-ethvl-1-(1l-methvlpr... 116 C6H16N2 020325-97-7 47
4 3-Pentanol. 2.2.4.4-tetramethvl- 144 C9H200 014609-79-1 38
5 2-Nonadecanone, O-methyloxime 311 C20H41NO 036379-39-2 38

Abundance Scan 1073 (8.398 min): BF101972.D (-1068) (-) m/z 87.05 100.00%
87.0
5000 o
: 131.1
220 1011 1161
| | 69.1 : 146.1 8.00 8.20 840 860 8.80
Obrprrreprrrr ettt el et ol b | m/ZZ 41.05 33.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13581: Thiophane, propyl-
87.0
5000 R AN AR R
410 8.00 8.20 840 860 8.80
27.0 55.0 g7 0 101.0 130.0 m/z 131.05 26.67%
O'W%ﬁ?v'“l'“Jv'”'Jﬁjb'Jh'“'ﬁ”Jl'“'ﬂ'“laﬁp'“'v'“l“'w'“'v"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
87.0
8.00 8.20 840 860 8.80
5000 116.0 m/z 43.00 22 .53%
43.0 55.0 101.0 143.0
29.0 710 129.0 157.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8279: Hydrazine, 1-ethyl-1-(1-methylpropyl)- A e o
817.0 8.00 8.20 8.40 860 8.80
m/z 130.05 21.13%
5000
45.0 116.0
290 59.0 101.0
O”P”W”AM”W””'JA”JER'””P“W””P”W””P”W””P”W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.00 8.20 840 860 8.80

8270-BF010918.M Wed Jan 10 11:04:47 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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, 1-methyl- Concentration Rank 16

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

8.82 2.39 ng 200816 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 81
2 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 81
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 76
4 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 74
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 64

Abundance Scan 1145 (8.822 min): BF101972.D (-1142) (-) m/z 142.10 100.00%
1491
5000 115.0
131.1 ...w..rJL.” S,
39.0 510 630 77.0 g9 1030 h&g 8.40 8.60 8.80 9.00 9.20
Obr eyt bttt b e U 2222 Tm/z 141.10  94.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000 AR VARSI NUAAANAR
115.0 840 8.60 8.80 9.00 9.20
m/z 115.00 38.96%
27.0 39.0 51.0 630 740 890 1509 | 1260 |
miz> 2 % 4 5 60 70 80 % 100 110 130 130 140 1%
Abundance
141.0
8.40 8.60 880 9.00 9.20
5000 1150 m/z 131.05 26.11%
oL 270 39.0 510 830 759 89.0 4 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19231: Benzocycloheptatriene
141.0 8.40 860 8.80 9.00 9.20
115.0 m/z 146.05 16 .50%
5000
63.0
0 Ll | \\9 me 1020 Ll 128.0 !
m/z--> 20 30 40 50 60 70 80 90 160 110 120 130 150 150 8.40 8.60 8.80 9.00 9.20

8270-BF010918.M Wed Jan 10 11:04:48 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-(2-Butoxyethoxy)acetic acid Concentration Rank 11

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

9.00 3.14 ng 194316 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Butoxvethoxv)acetic acid 176 C8H1604 082941-26-2 80
2 Butanoic acid. 4-butoxv- 160 C8H1603 055724-73-7 40
3 Carbonic acid. bis(l-methvlpropv... 174 C9H1803 000623-63-2 38
4 2-Pentanol. 4.4-dimethvl- 116 C7H160 006144-93-0 38
5 5-Hydroxy-2,2-dimethylhexan-3-one 144 C8H1602 173343-33-4 32

Abundance Scan 1175 (8.998 min): BF101972.D (-1172) (-) m/z 57.05 100.00%
57.0
5000
103.1 ISR SRR SRR
124.1 8.60 8.80 9.00 9.20 9.40
ol 2081 1091 m/z 45.05  43.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42936: 2-(2-Butoxyethoxy)acetic acid
57.0
5000 I LA LR L
290 8.60 8.80 9.00 9.20 9.40
103.0 m/z 41.00 37.84%
0 7.0 | 1310
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240
Abundance
57.0 87.0
8.60 880 9.00 9.20 9.40
5000 m/z 56.10 20.28%
0 117.0 142.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41662: Carbonic acid, bis(1-methylpropyl) ester A e o
57.0 8.60 8.80 9.00 9.20 9.40
m/z 103.05 16.19%
5000 29.0
83.0 118.0
0! ...‘.‘........‘.... S — T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20 9.40

8270-BF010918.M Wed Jan 10 11:04:49 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzoic acid, p-tert-butyl- Concentration Rank 5

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

9.69 4.95 ng 306559 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 94
2 5-Fluoro-8-auinolinol 163 C9H6FNO 000387-97-3 59
3 5"-Hvdroxv-2".3".4"-trimethvlace... 178 C11H1402 013667-28-2 59
4 Benzonitrile. 2.4-dimethoxv- 163 C9HO9NO2 004107-65-7 53

5 Silane, (4-ethylphenyl)trimethyl- 178 C11H18Si 017988-50-0 53
Abundance Scan 1293 (9.692 min): BF101972.D (-1290) (-) m/z 163.10 100.00%
168.1
5000
91.0 135.0
41.0
115.1 178.1 106.2 9.40 9.60 9.80 10.00
) AN | T '.-,-.'.-. Mot L1962 1 77935 000 31.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43767: Benzoic acid, p-tert-butyl-
163.0
5000 LA L L L L L LB LB
9.40 9.60 9.80 10.00
410 91.0 135.0 178.0 m/z 91.05 28.00%
15.0 ‘ 650 115.0
O T e T I T e e e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
163.0
e
9.40 9.60 9.80 10.00
5000 135.0 m/z 41.05 18.13%
108.0
180 390 870 g9
O o o o S A o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43862: 5'-Hydroxy-2',3',4"-trimethylacetophenone T
163.0 9.40 9.60 9.80 10.00
m/z 164.10 11.40%
178.0
5000 135.0
91.0
T T i B e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00

8270-BF010918.M Wed Jan 10 11:04:49 2018

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 14 unknownl10.37 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.37 3.54 ng 219215 Acenaphthene-d10 9.76

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11.4.7.10.13.16.19-Heptaoxa-2-cvc... 322 C14H2608 083410-52-0 47
2 Methoxvacetic acid. tetradecvl e... 286 C17H3403 1000281-82-1 47
3 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 47
4 2-(2-(2-Butoxvethoxy)ethoxv)acet... 220 C10H2005 1000366-77-1 46
5 Methoxyacetic acid, heptyl ester 188 C10H2003 168920-36-3 43

Abundance Scan 1408 (10.369 min): BF101972.D (-1406) (-) m/z 57.05 100.00%

5000

10.00 10.20 10.40 10.60

131.1153.1 181.1 211.2

0 m/z 45.00 68.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #162415: 1,4,7,10,13,16,19-Heptaoxa-2-cycloheneicosanone
45.0

5000

10.00 10.20 10.40 10.60
m/z 41.10 49.96%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

57.0
B R R B
10.00 10.20 10.40 10.60
5000 m/z 70.10 37.27%
29.0 91.0

125.0 168.0 196.0 241.0 286.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol L B o
45.0 10.00 10.20 10.40 10.60
m/z 43.00 24 .95%
5000 89.0
oL190 || J67.0 || | 1330 1630 1880
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. OO 10. 20 10 40 10. 60

8270-BF010918.M Wed Jan 10 11:04:50 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 15 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.58 12.46 ng 697942 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Heptadecanoic acid 270 C17H3402 000506-12-7 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 1784 (12.580 min): BF101972.D (-1781) (-) m/z 43.10 100.00%

431 73.0
5000

12.20 12.40 12.60 12.80

o m/z 73.00 89.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 [TTrr[rrrr[rrrryrrror|m
12.20 12.40 12.60 12.80
m/z 57.10 79.68%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 73.0
IR e e o
270.0 12.20 12.40 12.60 12.80
5000 m/z 60.00 77 .34%
129.0
97.0 171.0 227.0
o 199.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid R REEET o
43.0 73.0 12.20 12.40 12.60 12.80
m/z 55.00 69.96%
5000 129.0

-

15.0
L e R s

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF010918.M Wed Jan 10 11:04:51 2018

Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010918\
Data File : BF101972.D

Aca On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample : J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 16 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 5.75 ng 322275 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1979 (13.727 min): BF101972.D (-1977) (-) m/z 55.05 100.00%
550
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Abundance #131391: n-Nonadecanol-1
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Abundance #155046: 1-Heneicosanol R a R mamEE L
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m/z 83.10 71.63%
29.0
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 ' 13.'40 13.|60 13.I80 14.'00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010918\
Data File : BF101972.D

Acq On : 10 Jan 2018 00:11

Operator : SJ/JU

Sample - J1049-11

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.92 3.2 ng 227781 1 6.73 1404270 20.0
unknown6 .50 6.50 61.3 ng 4306640 1 6.73 1404270 20.0
unknown6.79 6.79 3.5 ng 245246 1 6.73 1404270 20.0
Indane 6.91 3.0 ng 212914 1 6.73 1404270 20.0
Benzene, 1,2,4,5-... 7.53 2.5 ng 212811 2 8.01 1682180 20.0
Benzene, 2-etheny... 7.75 3.6 ng 304136 2 8.01 1682180 20.0
Butanoic acid, 2-... 8.22 2.8 ng 233539 2 8.01 1682180 20.0
unknown8.29 8.29 2.5 ng 206631 2 8.01 1682180 20.0
Thiophane, propyl- 8.40 3.9 ng 324836 2 8.01 1682180 20.0
Naphthalene, 1-me... 8.82 2.4 ng 200816 2 8.01 1682180 20.0
2-(2-Butoxyethoxy. .. 9.00 3.1 ng 194316 3 9.76 1238030 20.0
Benzoic acid, p-t... 9.69 5.0 ng 306559 3 9.76 1238030 20.0
unknown10.37 10.37 3.5 ng 219215 3 9.76 1238030 20.0
Octadecanoic acid 12.58 12.5 ng 697942 5 13.89 1120060 20.0
n-Nonadecanol-1 13.73 5.8 ng 322275 5 13.89 1120060 20.0
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