LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 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-BF041717 .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 3.919 333 337 348 rBV 112729 117181 3.25% 0.401%
2 4.166 376 379 384 rVB 71123 64120 1.78% 0.219%
3 4.290 393 400 403 rVB 25967 41429 1.15% 0.142%
4 4.325 403 406 419 rBV 1358343 1359073 37.75% 4 .645%
5 4_.525 436 440 448 rVB 36553 38967 1.08% 0.133%
6 4.643 456 460 465 rBV 68092 72318 2.01% 0.247%
7 5.395 585 588 605 rBY 1053027 1087836 30.22% 3.718%
8 5.519 605 609 615 rVV 2450134 2481608 68.93% 8.482%
9 5.572 615 618 625 rVB2 54227 59109 1.64% 0.202%
10 5.766 647 651 655 rBV 647777 630479 17.51% 2.155%
11 5.831 660 662 665 rVB 92246 75615 2.10% 0.258%
12 5.942 676 681 684 rBVY 2483440 2313488 64.26% 7.907%
13 5.966 684 685 691 rVB 74433 50545 1.40% 0.173%

14 6.054 697 700 704 rBV 183069 170277 4.73% 0.582%
15 6.419 751 762 765 rBV 1883071 1929874 53.61% 6.596%

16 6.513 775 778 783 rVB 114076 110957 3.08% 0.379%

17 6.695 806 809 814 rBV 48830 42718 1.19% 0.146%
18 6.848 830 835 838 rBv2 60773 83382 2.32% 0.285%
19 6.960 849 854 859 rBv2 119555 153134 4._.25% 0.523%
20 7.001 859 861 863 rvv2 65823 62000 1.72% 0.212%
21 7.019 863 864 870 rvB2 35708 39523 1.10% 0.135%

22 7.254 900 904 907 rBV 945558 924113 25.67% 3.159%
23 7.284 907 909 913 rVB 329132 273706 7.60% 0.936%

24 7.495 938 945 950 rBV3 30355 44095 1.22% 0.151%
25 7.601 960 963 967 rvB2 35207 36158 1.00% 0.124%
26 7.801 983 997 1000 rBV 629109 1311533 36.43% 4.483%
27 7.878 1008 1010 1016 rVB4 25713 41423 1.15% 0.142%
28 8.142 1047 1055 1060 rvB2 39014 63007 1.75% 0.215%

29 8.242 1067 1072 1080 rBV 453426 446532 12.40% 1.526%
30 8.583 1125 1130 1133 rBV 3519470 3600167 100.00% 12.305%

31 8.695 1143 1149 1153 rBV 201918 181288 5.04% 0.620%

32 8.789 1158 1165 1168 rBv4 23640 41219 1.14% 0.141%
33 8.819 1168 1170 1175 rVB 57362 56055 1.56% 0.192%
34 8.901 1179 1184 1186 rBV3 44439 63643 1.77% 0.218%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF041717_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.983 1192 1198 1201 rBV 114651 126158 3.50% 0.431%
36 9.083 1209 1215 1218 rBV 94915 95788 2.66% 0.327%
37 9.125 1218 1222 1224 rBV 47706 57662 1.60% 0.197%
38 9.219 1231 1238 1244 rBV3 218304 277282 7.70% 0.948%
39 9.389 1260 1267 1271 rBV2 1023838 1041216 28.92% 3.559%
40 9.430 1271 1274 1277 rVB 680587 600196 16.67% 2.051%
41 9.536 1288 1292 1297 rBV 39012 61801 1.72% 0.211%
42 9.648 1304 1311 1317 rBV 58530 86189 2.39% 0.295%
43 9.789 1329 1335 1338 rBV3 38753 56361 1.57% 0.193%
44 9.901 1350 1354 1359 rBvV 61328 80459 2.23% 0.275%
45 9.954 1359 1363 1366 rVB 76369 75314 2.09% 0.257%
46 10.007 1369 1372 1374 rVV 122006 114948 3.19% 0.393%
47 10.030 1374 1376 1379 rVB 53691 44653 1.24% 0.153%
48 10.066 1379 1382 1388 rVB 222871 213615 5.93% 0.730%
49 10.130 1390 1393 1398 rBV2 48940 69845 1.94% 0.239%
50 10.342 1423 1429 1430 rBV 49674 54957 1.53% 0.188%
51 10.372 1430 1434 1441 rVB 1616228 1761053 48.92% 6.019%
52 10.572 1464 1468 1471 rBV 47326 53659 1.49% 0.183%
53 10.854 1512 1516 1519 rVB2 30465 37542 1.04% 0.128%
54 10.995 1537 1540 1545 rVB2 73817 76275 2.12% 0.261%
55 11.213 1573 1577 1580 rBV 899015 924491 25.68% 3.160%
56 11.242 1580 1582 1587 rVV 602129 525736 14.60% 1.797%
57 11.307 1587 1593 1596 rVB 62017 65127 1.81% 0.223%
58 11.871 1686 1689 1694 rVB 42904 45667 1.27% 0.156%
59 11.948 1696 1702 1703 rBV2 41234 45894 1.27% 0.157%
60 11.971 1703 1706 1708 rVVv2 65052 75660 2.10% 0.259%
61 12.001 1708 1711 1715 rVB 76603 79172 2.20% 0.271%
62 12.707 1828 1831 1835 rVB 41578 38358 1.07% 0.131%
63 12.983 1874 1878 1881 rVB 44611 46866 1.30% 0.160%
64 13.024 1881 1885 1889 rBV 64568 62973 1.75% 0.215%
65 13.195 1908 1914 1917 rBV 2557554 2810366 78.06% 9.606%
66 13.901 2030 2034 2040 rBV 43338 44755 1.24% 0.153%
67 14.360 2106 2112 2118 rBV3 26422 45247 1.26% 0.155%
68 14.465 2125 2130 2137 rBV 579723 613064 17.03% 2.095%
69 16.095 2402 2407 2416 rBV 534624 611575 16.99% 2.090%
70 16.906 2536 2545 2557 rBV 39595 170818 4.74% 0.584%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 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:\HPCHEM1I\BNA F\METHODS\8270-BF041717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 29257314
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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\BF043017\

BF094738.D

1 May 2017  3:19

SJ/MA

12902-05

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown3.92 Concentration Rank 5

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

3.92 3.72 ng 117181 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 337 (3.919 min): BF094738.D (-333) (-) m/z 43.00 100.00%
43
59
5000
101 e e
3.60 3.80 4.00 4.20
83
Obrrr e ol 99 L B Tm/z 59.00 58.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43
5000 SRR SREE RE SE
101 3.60 3.80 4.00 4.20
m/z 101.10 24 .80%
15 58
0 28 g7/ 51 69 84 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
360 3.80 4.00 420
5000 59 m/z 58.00 15.47%
o 25 31 37 83 g3 101
R IR SURIUR SO SO SO UL IR SULILL SULILSE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone E Ea e
59 3.60 3.80 4.00 4.20
m/z 41.00 10.28%
5000 43
31
15 ‘ ‘\ ‘ 69 87
I R R UL RS A LR RS LA RS SARSS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Ethylbenzene Concentration Rank 13

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

4.17 2.03 ng 64120 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvlbenzene 106 C8H10 000100-41-4 91
2 o-Xvlene 106 C8H10 000095-47-6 90
3 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 87
4 p-Xvlene 106 C8H10 000106-42-3 83
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 80

Abundance Scan 380 (4.172 min): BF094738.D (-376) (-) m/z 91.05 100.00%
o
5000 106
39 51 65 78 3.80 4.00 4.20 4.40 4.60
o+ttt e m/z 106.10 36.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5088: Ethylbenzene
91
5000 A LR LA I
106 380 400 420 440 4.60
m/z 65.00 8.90%
ol 15 2 B BT e |
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91
106 380 400 420 4.40 4.60
5000 m/z 50.95 8.53%
77
oL 15 27 39 45 1 65 71 85 98
U NI SURELIL S SIS SO SULRLL ILRUIL SURILIN UL B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5103: Benzene, 1,3-dimethyl- L L e L
o 3.80 4.00 4.20 4.40 4.60
106 m/z 92.00 8.26%
5000
77
o 18 2r % Sts 8 Y g | e ||
mz> 10 20 30 40 50 60 70 80 90 100 110 380 400 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Ethanol, 2-butoxy- Concentration Rank 10

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

4.64 2.29 ng 72318 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 42
3 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 33
4 Propanoic acid. 2-hydroxvethvl e... 118 C5H1003 024567-27-9 33
5 3-Buten-2-ol 72 C4H80 000598-32-3 28

Abundance Scan 460 (4.643 min): BF094738.D (-456) (-) m/z 57.10 100.00%
57
5000 a1
87 4.40 4.60 4.80 5.00
75 . . . )
o..,....,....,....',:':.‘.‘9,..'!!,....,'....,...|.,...1.C,’9...,....,.... m/z 41.10 37.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000
45 4.40 4.60 4.80 5.00
29 87 m/z 45.00 34.97%
0 1\8 ‘\“ 3 1 i 63 \7\5 190 118
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
57
45 RS LR LR SRR
4.40 4.60 4.80 5.00
5000 m/z 87.10 18.87%
29 75
87
o 18 39 63 100
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #13546: Formic acid, 3,3-dimethylbut-2-yl ester L L
57 4.40 4.60 4.80 5.00
m/z 56.00 8.11%
5000
41 69 87
0 "I'%§'I"'$$"'JIJJ"?%”MII""i'Kq |""|""|""|}}§|"" U U R L R
m/z--> 10 40 50 70 80 90 100 110 120 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.52 78.72 ng 2481610 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17

2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9
Abundance Scan 609 (5.519 min): BF094738.D (-605) (-) m/z 132.00 100.00%
5000 68
40 o6 520 540 560 580
54 | 75 104 : . .
Obrrer e AT SLAL R a7 L TR ws W w/z 68.10  39.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LI L L L LB L BB B |
a1 o7 520 5.40 5.60 5.80
53 o 117 m/z 134.00 32.68%
7
o ..“...,....,?ﬁnl....,...?ﬁ...,....“..g?....,}P?q....,%??.,.”,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 m/z 66.10 24.18%
104
66
oL 14 27 37 4451 58 T g9 97 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R mam
132 520 5.40 5.60 5.80
m/z 69.10 15.46%
5000
63
oL 15 28 39 82 % 77 90 1M 55 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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-trimethyl- Concentration Rank 9

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

5.83 2.40 ng 75615 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 662 (5.831 min): BF094738.D (-660) (-) m/z 105.10 100.00%
105
5000 120
39 Sl g5 o 9l 5.40 5.60 5.80 6.00 6.20
N NN P -GN TN NN /ISP | m/z 120.10 43.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
540 560 5.80 6.00 6.20
7 m/z 77.00 11.88%
o 15 2 39 Slsges T Sleg |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 540 560 5.80 6.00 6.20
5000 m/z 119.05 9.44%
o 15 27 39 5l 58 65 g % g8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 540 560 5.80 6.00 6.20
m/z 106.00 8.89%
120
5000
ol 15 27 39 Sl 58 65 " ea 9 os i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.40 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Indene Concentration Rank 4

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

6.05 5.40 ng 170277 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 94
3 1-Propvne. 3-phenvl- 116 C9HS8 010147-11-2 90
4 3-Methvlphenvlacetvlene 116 C9H8 000766-82-5 90
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 76

Abundance Scan 699 (6.048 min): BF094738.D (-697) (-) m/z 115.10 100.00%
115
5000 105
63 134 IR RAERY A"I""I"'
¥ g5 77 | | 580 6.00 6.20 6.40
Obprrrr et ettt Wl L Tmzz 116,100 90.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8406: Indene
116
5000 "'AI""I""I""I"'
5.80 6.00 6.20 6.40
- m/z 119.10 40.57%
ol 27 ® 50 % 74 7 109 |
m/z--> 10 ﬁo 50 Jo §0 éo fo éo 50 160 110 120 150 150
Abundance
115
5.80 6.00 6.20 6.40
5000 m/z 105.00 39.44Y%
ol 18 27 39 51 63 4 8 0o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8410: 1-Propyne, 3-phenyl-
115 5.80 6.00 6.20 6.40
m/z 134.10 17.67%
5000
63 89
o 27 30 St [ 74| o |
m/z--> fo ﬁo 50 Jo §0 éo fo éo 50 160 110 150 150 150 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Benzene, l-ethyl-4-(1-methy... Concentration Rank 8

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

6.51 2.40 ng 110957 Naphthalene-d8 7.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-(l1-methvlethvl)- 148 C11H16 004218-48-8 94
2 Benzene. l-ethvl-3-(1l-methvlethvl)- 148 C11H16 004920-99-4 94
3 Ethanone. 1-(2.4-dimethvilphenvl)- 148 C10H120 000089-74-7 92
4 4-tert-Butvltoluene 148 C11H16 000098-51-1 81
5 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 76

Abundance Scan 777 (6.507 min): BF094738.D (-775) (-) m/z 133.10 100.00%
33
105
5000
91 119 148
77
39 51 g3 || ‘ ‘ 1 6.20 6.40 6.60 6.80
o} NSNS S AN S NS NS ] B i MBS | S - m/z 105.10 58.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22813: Benzene, 1-ethyl-4-(1-methylethyl)-
133
5000 105
148 6.20 6.40 6.60 6.80
91 119 m/z 148.10 31.74%
27 M osigges g, N |
O T T T e T e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
6.20 6.40 6.60 6.80
5000 105 m/z 91.00 30.63%
148

91 119
4 515865 /gy

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22705: Ethanone, 1-(2,4-dimethylphenyl)-
133 6.20 6.40 6.60 6.80
m/z 119.00 29.00%
105
5000 148
77
0"I""'I""‘I"""i‘*""'I"""I"'ll""l""'I"H'I""I""I'l"l""‘l""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Cycloprop[a]indene, 1,1a,6,... Concentration Rank 6

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

6.96 3.31 ng 153134 Naphthalene-d8 7.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloproplalindene. 1.la.6.6a-te... 130 C10H10 015677-15-3 97
2 1H-Indene. l1-methvl- 130 C10H10 000767-59-9 93
3 Benzene. (l-methvl-2-cvclopropen... 130 C10H10 065051-83-4 93
4 1.4-Dihvdronaphthalene 130 C10H10 000612-17-9 91
5 Benzene, 1l-butynyl- 130 C10H10 000622-76-4 87

Abundance Scan 854 (6.960 min): BF094738.D (-849) (-) m/z 130.10 100.00%
115 k
5000
39 51 | [ g O 102 | || 6.60 6.80 7.00 7.20
Obrrerrrre et sl 84 b L ez 115,00 97.97%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13121: Cycloprop[alindene, 1,1a,6,6a-tetrahydro- .
130
115
5000
6.60 6.80 7.00 7.20
39 64 m/z 129.10 87 .63%
15 27 ‘ 7 g9 102
0'”I““W'JMP'”I”'w'“ﬂ'”'P”ml”'ﬂ'”'ﬁu”l”'&?a M'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
s 10
6.60 6.80 7.00 7.20
5000 m/z 128.00 45_.10%
51 63
39
) 27 77 g9 102 122
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)- B Aam s o o AR
15 130 6.60 6.80 7.00 7.20
m/z 119.10 39.95%
5000
64
0"'I“"I“%?I”'??”"N”"I”“'I“ZZI“'é?'”'T??”I"”}??j't"'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Naphthalene, 1,3-dimethyl- Concentration Rank 7

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

8.98 2.42 ng 126158 Acenaphthene-d10 9.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 95
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 94
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 94
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93

Abundance Scan 1197 (8.978 min): BF094738.D (-1192) (-) m/z 156.10 100.00%
5000
8.60 8.80 9.00 9.20 9.40
o m/z 141.10 87 .94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28496: Naphthalene, 1,3-dimethyl-
156
141
5000
8.60 8.80 9.00 9.20 9.40
115 128 m/z 155.10 30.93%
15 27 3 51 % 1? 89 102 | | \J
O S o e S B S e e O
miz--> 20 40 60 80 100 120 140 160
Abundance
141 156
8.60 8.80 9.00 9.20 9.40
5000 m/z 157.10 24 _17%
115
128
o 15 27 39 S 63 7 g9 102
mz-> 20 40 60 80 100 120 140 160
Abundance #28498: Naphthalene, 1,4-dimethyl-
156 8.60 8.80 9.00 9.20 9.40
141 m/z 115.00 22 .66%
5000
. 115 ;.9
O '|'2?' ??' F}' |§§ "“l'qg"%og' ] -W‘--H‘--¢“‘| L
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20 9.40

8270-BF041717.M Mon May 01 18:10:46 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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-7-(1-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

1001 2.21ng 114948 Acenaphthene-d10 9.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Naphthalene. 1-methvl-7-(1-methy... 184 C14H16 000490-65-3 87
2 Naphthalene. 1.2.3.4-tetramethvl- 184 C14H16 003031-15-0 87
3 Cvclopentene. 1.2-dimethvl-4-met... 184 C14H16 1000152-22-4 76

4 1-Acenaphthvlenol. 1.2-dihvdro-1... 184 C13H120 041002-74-8 58
5 Naphthalene, 1-(1,1-dimethylethyl)- 184 C14H16 017085-91-5 53
Abundance Scan 1373 (10.013 min): BF094738.D (-1369) (-) m/z 169.05 100.00%
169
5000 184
154
s 51 6 83 115 128 141 9.60 9.80 10.00 10.20 10.40
0 m/z 184.10 44 _22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48941: Naphthalene, 1-methyl-7-(1-methylethyl)-
169
184
5000
9.60 9.80 10.00 10.20 10.40
141 154 m/z 154.05 30.64%
15 27 39 51 63 77 g9 100 1}5 128 7 )
e R o o S ST
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
149 184
9.60 9.80 10.00 10.20 10.40
5000 m/z 153.05 22 .56%
141 153
. 27 39 51 63 77 92 qgp 115 128
LA L B L B a2 B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48943: Cyclopentene, 1,2-dimethyl-4-methylene-3-pheny!-
169 184 9.60 9.80 10.00 10.20 10.40
m/z 170.00 21.15%
5000 91 154
141
28 115 128
N il ‘ |
O .U. P - l“‘, — .‘.“. e Il —
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20 10.40

8270-BF041717.M Mon May 01 18:10:47 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Hexadecanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.02 2.05 ng 62973 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 64
3 (n-Butvlthio)acetonitrile 129 C6H11INS 071037-08-6 47
4 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 27
5 Cyclobutanone, 3,3-dimethyl- 98 C6H100 001192-33-2 27

Abundance Scan 1884 (13.018 min): BF094738.D (-1881) (-) m/z 56.10 100.00%
56
5000
4

129
171 213 23927 12.80 13.00 13.20 13.40

0 m/z 57.05 53.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
12.80 13.00 13.20 13.40
29 m/z 43.05 45 _40%
h H A lo7 185 213 | 283 312
onnphw”..”.MJWAM””.”.””.”.””.”.”m.”.””“”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
R e A
12.80 13.00 13.20 13.40
5000 m/z 41.00 34.81%
29 73
129
o 711377 157 185 213 2392%7 55 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12899: (n-Butylthio)acetonitrile e
56 12.80 13.00 13.20 13.40
m/z 73.00 34_79%
5000
27
129
73
9
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094738.D

Aca On : 1 May 2017 3:19

Operator : SJ/MA

Sample = 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknownl16.91 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.91 5.59 ng 170818 Perylene-d12 16.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Dibenzofuranamine 183 C12H9NO 004106-66-5 43
2 1.2-Cvclohexanedicarboxvlic acid... 270 C15H2604 1000339-50-2 37
3 1.3.5-Triazin-2(1H)-one. 4.6-bis... 183 C7H13N50 002599-11-3 35
4 1H-Indazole. 6-(pvrrol-1-vI)- 183 C11H9N3 1000316-64-8 35
5 (2)-4,6-Dioxohept-2-enoic acid, ... 300 C13H2404Si2 1000099-84-6 27
Abundance Scan 2546 (16.912 min): BF094738.D (-2536) (-) m/z 183.20 100.00%
57 143
155
5000 81 453
121 13 268 299325353 1" 1060 160 17/00 170
(o} m/z 57.10 83.42%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #47982: 3-Dibenzofuranamine
183
155
5000 R R PR SUR SRR
16. 60 16 80 17. 00 17. 20
m/z 155.15 70.93%
10277
L L L W UL WL UL L S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
183
155 16.60 16.80 17.00 17.20
5000 m/z 55.00 52.74%
81 109
43
L L L W UL WL UL L S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #48097: 1,3,5-Triazin-2(1H)-one, 4,6-bis(ethylamino)- A E
44 183 16.60 16.80 17.00 17.20
m/z 43.10 50.98%
5000 69 140
M 98
0 .”.ll'..‘.j.ll.h.I.J.l.’...|....|....|....|....|....|.... —
m/z--> 50 100 150 200 250 300 350 400 450 1660 1680 1700 1720
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043017\
Data File : BF094738.D

Acq On : 1 May 2017 3:19

Operator : SJ/MA

Sample - 12902-05

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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]
unknown3 .92 3.92 3.7 ng 117181 1 5.77 630479 20.0
Ethylbenzene 4.17 2.0 ng 64120 1 5.77 630479 20.0
Ethanol, 2-butoxy- 4.64 2.3 ng 72318 1 5.77 630479 20.0
unknown5 .52 5.52 78.7 ng 2481610 1 5.77 630479 20.0
Benzene, 1,2,3-tr... 5.83 2.4 ng 75615 1 5.77 630479 20.0
Indene 6.05 5.4 ng 170277 1 5.77 630479 20.0
Benzene, l-ethyl-_.. 6.51 2.4 ng 110957 2 7.25 924113 20.0
Cycloprop[a]inden. .. 6.96 3.3 ng 153134 2 7.25 924113 20.0
Naphthalene, 1,3-... 8.98 2.4 ng 126158 3 9.39 1041220 20.0
Naphthalene, 1-me... 10.01 2.2 ng 114948 3 9.39 1041220 20.0
Hexadecanoic acid... 13.02 2.0 ng 62973 5 14.47 613064 20.0
unknownl16.91 16.91 5.6 ng 170818 6 16.09 611575 20.0
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