LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample : 12671-03

Misc :

ALS Vial : 12 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-BF032217.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 2.152 40 45 50 rBv 83994 104826 2.01% 0.217%
2 2.587 114 119 129 rBvY 145033 179709 3.44% 0.372%
3 3.916 340 345 351 rBV 224119 257349 4.92% 0.532%
4 4.240 393 400 404 rBV 106918 133720 2.56% 0.277%
5 4.334 412 416 422 rBVY 2008920 1945881 37.22% 4.026%
6 5.410 595 599 607 rBVY 1394409 1465435 28.03% 3.032%
7 5.481 607 611 616 rVB 44112 52576 1.01% 0.109%
8 5.540 616 621 624 rBVY 3455091 3620700 69.26% 7.491%
9 5.787 658 663 667 rBV 970074 944165 18.06% 1.953%
10 5.963 688 693 697 rBY 3175287 3403891 65.11% 7.042%
11 6.251 738 742 746 rBV4 33586 52677 1.01% 0.109%
12 6.440 767 774 777 rBVY 2399898 2948278 56.39% 6.100%
13 6.522 782 788 791 rBV 68271 98769 1.89% 0.204%
14 6.604 796 802 805 rVB 1499523 1438422 27.51% 2.976%
15 6.692 814 817 820 rVB 103019 91403 1.75% 0.189%
16 7.287 913 918 922 rVB 1333003 1300417 24.87% 2.690%
17 7.434 938 943 946 rBV 62989 67840 1.30% 0.140%
18 7.504 952 955 962 rBV2 56763 91648 1.75% 0.190%

19 7.581 962 968 972 rVV2 429244 538758 10.31% 1.115%
20 7.616 972 974 979 rVvV 348664 327841 6.27% 0.678%

21 7.804 1001 1006 1009 rBV3 66614 113020 2.16% 0.234%

22 7.951 1025 1031 1033 rBV5 41696 57573 1.10% 0.119%
23 7.987 1033 1037 1042 rVvVv 622619 597232 11.42% 1.236%
24 8.228 1074 1078 1083 rVB5 46885 70849 1.36% 0.147%

25 8.428 1110 1112 1116 rVB2 120772 113430 2.17% 0.235%

26 8.492 1116 1123 1127 rBV2 136176 227239 4 _.35% 0.470%
27 8.539 1127 1131 1134 rBV2 99330 119815 2.29% 0.248%
28 8.616 1134 1144 1147 rBV 4359349 5228067 100.00% 10.816%
29 8.804 1173 1176 1177 rBV2 80492 89912 1.72% 0.186%
30 8.963 1198 1203 1209 rVvVv 208887 318655 6.10% 0.659%

31 9.016 1209 1212 1215 rVV4 54212 72226 1.38% 0.149%
32 9.057 1216 1219 1223 rVB2 99898 119950 2.29% 0.248%
33 9.110 1224 1228 1232 rVV2 170269 245764 4._.70% 0.508%
34 9.163 1232 1237 1243 rVV2 1285966 1810539 34.63% 3.746%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample : 12671-03

Misc :

ALS Vial : 12 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-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.222 1243 1247 1251 rVB2 151970 192703 3.69% 0.399%

36 9.322 1256 1264 1267 rBV 1701606 1765221 33.76% 3.652%
37 9.386 1271 1275 1276 rBV3 103180 112805 2.16% 0.233%
38 9.422 1276 1281 1284 rVV 1483023 1773633 33.93% 3.669%
39 9.451 1284 1286 1288 rVV 498778 483542 9.25% 1.000%
40 9.492 1292 1293 1298 rVB5 51017 54881 1.05% 0.114%

41 9.569 1303 1306 1309 rBv4 81448 106408 2.04% 0.220%
42 9.645 1314 1319 1322 rVB5 76631 118737 2.27% 0.246%
43 9.686 1323 1326 1329 rBV2 101621 137233 2.62% 0.284%
44 9.786 1337 1343 1348 rBvV 444126 718645 13.75% 1.487%
45 9.875 1356 1358 1361 rVB 164117 129293 2.47% 0.267%

46 9.933 1366 1368 1370 rVvv3 117592 111126 2.13% 0.230%
47 9.963 1370 1373 1376 rVV 510293 578651 11.07% 1.197%
48 9.992 1376 1378 1380 rVVv 434629 384847 7.36% 0.796%
49 10.022 1380 1383 1387 rVV 269970 370273 7.08% 0.766%
50 10.063 1387 1390 1392 rVV 320260 335043 6.41% 0.693%

51 10.092 1392 1395 1400 rVB2 340621 415738 7.95% 0.860%
52 10.181 1407 1410 1413 rBV 203545 226172 4_.33% 0.468%
53 10.310 1429 1432 1436 rVB3 454358 461118 8.82% 0.954%
54 10.410 1443 1449 1452 rVB 1914131 2311697 44.22% 4._.783%
55 10.463 1454 1458 1461 rBV 675799 655457 12.54% 1.356%

56 10.610 1480 1483 1485 rBV 317887 330052 6.31% 0.683%
57 10.816 1515 1518 1520 rBV3 220166 198349 3.79% 0.410%
58 11.004 1546 1550 1554 rVB3 277423 438124 8.38% 0.906%
59 11.157 1573 1576 1579 rBV2 260570 292414 5.59% 0.605%
60 11.251 1588 1592 1595 rBV 1099746 979914 18.74% 2.027%

61 12.898 1869 1872 1876 rVB 548770 513969 9.83% 1.063%
62 13.233 1924 1929 1933 rBV 2919439 3853021 73.70% 7.972%
63 14.498 2140 2144 2148 rVB 919988 976352 18.68% 2.020%
64 15.610 2329 2333 2339 rVB2 75392 104777 2.00% 0.217%
65 16.115 2414 2419 2425 rVB 746119 838962 16.05% 1.736%

66 16.233 2436 2439 2442 rBV2 41671 53686 1.03% 0.111%
67 16.615 2501 2504 2510 rVB2 45596 63220 1.21% 0.131%
Sum of corrected areas: 48334639
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094399.D

4000000
5.54

5.96
3000000

6.44

2000000 4.33

5.41 6.60 7.29

1000000 5.79

e
215 2.59 3.92 42{ G%JG 6.69 72
Gy o VNN UOUNDURU | -S000 N | DU 1 /s W/

T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF094399.D
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3000000
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2000000

1000000

O e e e T T T T

T T
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Abundance TIC: BF094399.D
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2000000

14.50
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 15

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

3.92 5.45 ng 257349 1,4-Dichlorobenzene-d4 5.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 346 (3.922 min): BF094399.D (-340) (-) m/z 43.00 100.00%
43
59
5000
101 T S
53 | 83 3.60 3.80 4.00 4.20
SRS | U N | NS S N m/z 59.10 57.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R I UL
59 360 3.80 400 420
m/z 101.10 22 .96%
25 31 37 ‘ 83 g3 W1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
31 AR SR R AR
3.60 3.80 4.00 4.20
5000 41 m/z 58.10 16.93%
73
15 47 53 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 3.60 3.80 4.00 4.20
m/z 41.10 10.61%
5000 101
28 59
‘ 70 84
...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:i....l.‘..7.8,.l..,.?“?.,;...,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.54 Concentration Rank 1

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

5.54 76.70 ng 3620700 1,4-Dichlorobenzene-d4 5.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 621 (5.540 min): BF094399.D (-616) (-) m/z 132.00 100.00%
32
5000 68
4 450, || 75 % o4 520 540 560 580
et AT 2O R e7 | gt a1s121 WL 77 68.10 A0 48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A A IR R
5.20 5.40 5.60 5.80
0
31 4 Sﬁ 78 m/z 134.00 33.45%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 67 m/z 66.10 24.43%
41 97
53 2 117
34 60 89 105 124
WWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A e e RS
132 5.20 5.40 5.60 5.80

m/z 69.05 15.45%

5000

104
66
14 27 37445158 P 7T g9 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.60 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.60 22.12 ng 1438420 Naphthalene-d8 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentanoic acid. 2-methvl-. anhvd... 214 C12H2203 063169-61-9 45

2 2.5-Pvrrolidinedione 99 C4H5N02 000123-56-8 42
3 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 39
4 4-Piperidinone 99 C5HONO 041661-47-6 39

5 3,5-Heptanedione

128 C7H1202

007424-54-6 36

Abundance Scan 801 (6.598 min): BF094399.D (-796) (-) m/z 99.00 100.00%
99
57
5000 43
T o | msme e SRS e oh TR
. m/z 57.05 54 _.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #65432: Pentanoic acid, 2-methyl-, anhydride
71 99
43
5000 | LN LN L LB L LB LB L
6.20 6.40 6.60 6.80 7.00
m/z 43.10 50.13%
29 55
TN > 63 |, 79 87 115 128 143
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
Abundance
REEEEEEEE R e
56 6.20 6.40 6.60 6.80 7.00
5000 m/z 41.10 27.04%
14 42 70 81
mmmﬁwwwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7442: Hexane, 2,5-dimethyl- A e
57 6.20 6.40 6.60 6.80 7.00
43 m/z 71.05 14.22%
5000 99
71
‘ 112
15 30 I | 7987 | 7
R e AR RARAE s L e R A RASRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Ethanone, 1-(1,4-dimethyl-3... Concentration Rank 10

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

7.58 8.29 ng 538758 Naphthalene-d8 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 50
2 trans-3(10)-Caren-2-ol 152 C10H160 1000151-66-5 37
3 Phosphinecarboxvlic acid. dietho... 210 C7H1505P 001474-78-8 32
4 Benzenamine. 3-ethoxv- 137 C8H11NO 000621-33-0 27
5 3,3,5,5-Tetramethylcyclopentene 124 C9H16 038667-10-6 27

Abundance Scan 968 (7.581 min): BF094399.D (-962) (-) m/z 43.00 100.00%
43
109
5000 81
55 67 137
| | 95 ‘ | 125 ‘ 1‘7’5 7.20 7.40 7.60 7.80 8.00
el gl M T L Tm/z 109.05  57.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24133: Ethanone, l—(l,4ibdimethyI—S—cycIohexen—l—yl)—
109
67
5000 a3 '|'4M'|77"|""|"'w"
137 7.20 7.40 7.60 7.80 8.00
55 93 m/z 81.10 46.63%
‘ ‘ ‘ 123 152
...|....|..‘.‘.‘|.‘.‘..Hi..‘a“‘.l.‘l‘..‘l‘...‘.‘l..l.l....l....l....l
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
a1 109
7.20 7.40 7.60 7.80 8.00
5000 69 m/z 107.10 30.65%
55
27 81
95 137
123 152
mz-> 20 40 60 80 100 120 140 160 180 200 N
Abundance #63199: Phosphinecarboxylic acid, diethoxy-, ethyl ester, ... 1 A T RESEE e
109 7.20 7.40 7.60 7.80 8.00
81 m/z 137.10 28.36%
5000 29 187
65 %
3
12 155
LI R I .,f..”....».,1.‘?.6..1?.1...,.2.19., | R PR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzothiazole Concentration Rank 17

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

7.62 5.04 ng 327841 Naphthalene-d8 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 95
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 91
3 2-Fluoro-4-cvanotoluene 135 C8H6FN 170572-49-3 64
4 4-Aminopvrazolo(3.4-d)pvrimidine 135 C5H5N5 020289-44-5 59
5 Adenine 135 C5H5N5 000073-24-5 59

Abundance Scan 975 (7.622 min): BF094399.D (-972) (-) m/z 135.00 100.00%
135
5000
108
69 RS LA S A
45 58 82 o1 7.20 7.40 7.60 7.80 8.00
Ol i bt b0 118 12701342 1 075 7108.00 31 03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14922: Benzothiazole
135
5000
108 7.20 7.40 7.60 7.80 8.00
69 g2 m/z 69.00 13.35%
27 BB %8 C e h
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
135
720 7.40 7.60 7.80 8.00
5000 m/z 136.05 8.89Y%
6 108
45 54 g2 82 9
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14939: 2-Fluoro-4-cyanotoluene T ERaarEEEE L
135 7.20 7.40 7.60 7.80 8.00
m/z 82.00 8.26%
5000
108
50 63 75 88 g9 | 115 ‘
m/z--> 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 12'0 1:'30 14'10 ' 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.99 Concentration Rank 8

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

7.99 9.19 ng 597232 Naphthalene-d8 7.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 3.4-fluoro- 157 C7H5F2NO 085118-04-3 39
2 1H-Pvrazole. 4-nitro- 113 C3H3N302 002075-46-9 37
3 Phosphonofluoridic acid. ethvl-.... 252 C12H26F02P 333416-08-3 37
4 Heptanoic acid. anhvdride 242 C14H2603 000626-27-7 37
5 1,2-Cyclopropanedicarboxylic aci... 158 C7H1004 001701-81-1 28

Abundance Scan 1038 (7.992 min): BF094399.D (-1033) (-) m/z 113.10 100.00%
113
141
5000 57
41
e
g1 97 7.60 7.80 8.00 8.20 8.40
....,....',|...|.,..'..,....“,....,1?.6.. I m/z 141.05 72.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28020: Benzamide, 3,4-fluoro-
113 141
157
5000 63 SR R R S
7m'm08m5n08m
44 m/z 57.10 47.89%
93
S Y D . N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
113
760 7.80 8.00 8.20 8.40
5000 - m/z 41.10 28.36%
43 67 82 97
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89323: Phosphonofluoridic acid, ethyl-, decyl ester T T
113 7.60 7.80 8.00 8.20 8.40
m/z 43.00 25.98%
5000

207
R R R R E SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 7.60 7.80 800 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Acetamide, N-(3,4-dihydroxy... Concentration Rank 4

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

9.16 20.42 ng 1810540 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(3.4-dihvdroxyvphenvl)- 167 C8H9NO3 037519-14-5 50
2 Thiophene. 2-ethvl-5-propvl- 154 C9H14S 054244-74-5 32
3 5-tert-Butvipvroaallol 182 C10H1403 020481-17-8 30
4 2(1H)-Pvrimidinone. 4-amino-5-me... 125 C5H7N30 000554-01-8 27
5 4,5,6-Pyrimidinetriamine 125 C4H7N5 000118-70-7 27

Abundance Scan 1237 (9.163 min): BF094399.D (-1232) (-) m/z 57.10 100.00%
57 125
167
5000 41
182
‘ 69 gp 97 111 | 9. ‘ 193 207 221 880 900 9.20 50
et e e AR L A98 207221 1 77125 .00 86.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34167: Acetamide, N-(3,4-dihydroxyphenyl)-
125
5000 167 T T T T T T T
43 79 8.80 9.00 9.20 9.40
m/z 167.10 56.09%
21 | 55 68 ‘ % 110 | 136 151
m/z--> 20 40 60 éo 100 120 140 160 180 200 220
Abundance
125
8.80 9.00 9.20 9.40
5000 m/z 41.10 40.70%
154
45 s g7 91 110 139
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43719: 5-tert- Butylpyrogallol LI L L L L B L B
167 8.80 9.00 9.20 9.40
m/z 182.10 30.98%
5000 182
15 27 41 55 77 o1 1091%1‘ ‘ 151 | |
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40

8270-BF032217.M Fri Apr 14 06:55:22 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 9 unknown9.32 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
" 9.32 19.91ng 1765220  Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Nonane. 2.2.4.4.6.8.8-heptamethvl- 226 C16H34 004390-04-9 43

2 Octane. 2.5.6-trimethvl- 156 C11H24 062016-14-2 38

3 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 38

4 Heptane. 2.2.4.6.6-pentamethvl- 170 C12H26 013475-82-6 35

5 Decane, 2,6,6-trimethyl- 184 C13H28 062108-24-1 32

Abundance Scan 1264 (9.322 min): BF094399.D (-1256) (-) m/z 57.10 100.00%
57

5000
43
‘ 183

71 85 99 121 9.00 9.20 9.40 9.60
141 10,4165
ot b L 100 1 2160185 | 104 207 225 m/z 43.00 32.56%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73997: Nonane, 2,2,4,4,6,8,8-heptamethyl-
57
5000 LA L L L L L L LB B |

9.00 9.20 9.40 9.60
m/z 41.10 22 .79%
71
og 41 85 99 113

1 ‘\ b ‘ ‘ \‘ \‘ 127 141 155 176
L B B e e e O BEEEE R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57

9.00 9.20 9.40 9.60

5000 43 m/z 183.10 15.44%
29 70 85 99
112 127 156
L o o e B e o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45578: Undecane, 4,6-dimethyl-
5[7 9.00 9.20 9.40 9.60
43 m/z 85.10 13.61%
5000 1
8 113
..,.w.\..,\w...u,..‘\..,:\..??...w.,....l?.l.l.f:ﬁ....1%*4..,....,... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60

8270-BF032217.M Fri Apr 14 06:55:23 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Thiophene, 2,5-bis(2-methyl... Concentration Rank 11

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

9.79 8.10 ng 718645 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2.5-bis(2-methvlpropvl)- 196 C12H20S 054845-33-9 72
2 Thiophene. 2-butvl-5-(2-methvlpr... 196 C12H20S 054845-35-1 64
3 Phlorobutvrophenone 196 C10H1204 002437-62-9 64
4 1-Butanone. 1-(2.4.5-trihvdroxyp... 196 C10H1204 001421-63-2 64
5 Flopropione 182 C9H1004 002295-58-1 47

Abundance Scan 1344 (9.792 min): BF094399.D (-1337) (-) m/z 153.10 100.00%
153
5000 57
43 111 181 196
71 83 g5 123 137 169 237 9.40 9.60 9.80 10.00 10.20
,|| el b S T e L l-,??f.‘.z,z?. 222 m/z 57.10 37.29%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #53463: Thiophene, 2,5-bis(2-methylpropyl)-
153
5000 111
196 9.40 9.60 9.80 10.00 10.20
43 m/z 43.00 25.02%
| 59 77 97 | 123137 | 181
nz> 40 80 8 100 B0 1% 150 180 200 350 20
Abundance
153
9.40 9.60 9.80 10.00 10.20
5000 m/z 196.10 23.64%
o7 111 196
153 65 77 123 137 167 181
m/z--> 45 60 80 100 120 140 160 180 200 220 240
Abundance #53043: Phlorobutyrophenone
153 9.40 9.60 9.80 10.00 10.20
m/z 41.10 21.10%
5000 196
41 55 69 g3 97 111 126139 | 1681§1
m/z--> 40 60 80 100 120 140 160 180 200 220 240 9.40 9.60 9.80 10.00 10.20

8270-BF032217.M Fri Apr 14 06:55:24 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown9.96 Concentration Rank 13

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

9.96 6.53 ng 578651 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.5-Dimethoxvpvrimidine N-oxide 156 C6H8N203 114969-59-4 30
2 Quinoline. 2-(l-methvlethvI)- 171 C12H13N 017507-24-3 30
3 10-Nonadecanamine 283 C19H41N 003241-23-4 27
4 1.2.3.3a-Tetrahvdropentalene. 1.... 171 C12H13N 1000217-17-0 18
5 Quinoline, 8-propyl- 171 C12H13N 007661-53-2 14

Abundance Scan 1373 (9.963 min): BF094399.D (-1370) (-) m/z 156.10 100.00%
156
59
5000 83
41 100 171
114 228
138 196510 243 9.60 9.80 10.00 10.20
bl m/z 59.05 61.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27329: 4,5-Dimethoxypyrimidine N-oxide
42 156
59
5000
9.60 9.80 10.00 10.20
86 m/z 56.05 58.22%
‘ 114 140
m/z--> 'IEBIIZHI 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
9.60 9.80 10.00 10.20
5000 m/z 153.10 43 .65%
171
128
63 7 101 142
wwmmﬁwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108191: 10-Nonadecanamine
156 9.60 9.80 10.00 10.20
m/z 83.10 42 .02%
5000
30
15 ‘J 83 97 112126 L 282
m/z--> ﬁo Jo eb 85 160 150 150 160 180 200 220 240 2éo 2éo 960 980 1000 1020 '

8270-BF032217.M Fri Apr 14 06:55:25 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1,2,4-Trimethoxybenzene Concentration Rank 19

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

9.99 4.34 ng 384847 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Trimethoxvbenzene 168 C9H1203 000135-77-3 72
2 Benzoic acid. 4-hvdroxv-3-methoxy- 168 C8H804 000121-34-6 72
3 1.2.3-Trimethoxvbenzene 168 C9H1203 000634-36-6 72
4 Naphthalene. 1-(2-propenvl)- 168 C13H12 002489-86-3 59
5 Ethanone, 1-(2,4,6-trihydroxyphe... 168 C8H804 000480-66-0 53

Abundance Scan 1378 (9.992 min): BF094399.D (-1376) (-) m/z 168.10 100.00%
168
153
57
5000
125
I 297 |99 |1 g sie srass 980 SED 1000 1020 100
,,," 2t bl Lol 92200 219 287252 1 T s77153.10 ¢ 63.77%
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #35224: 1,2,4-Trimethoxybenzene
153 168
125
5000
110 9.60 9.80 10.00 10.20 10.40
5o 69 m/z 57.10 52.83%
IIEI'ISIIIII‘I\ I\H‘ m“ ‘ﬁ l‘ ”\” ””|8”|\| e
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
168
153 9.60 9.80 10.00 10.20 10.40
5000 m/z 125.10 30.47%
97 125
1528 26579 131 g3
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35222: 1,2,3-Trimethoxybenzene A B s e
168 9.60 9.80 10.00 10.20 10.40
153 m/z 43.10 24 .82%
5000
o3 110125
39 65 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.60 9.80 10.00 10.20 10.40

8270-BF032217.M Fri Apr 14 06:55:26 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl10.02 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.02 4.18 ng 370273 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanone. 2.4-dimethvl- 128 C8H160 018641-70-8 35
2 2.2.6.6-Tetramethvlheptane 156 C11H24 040117-45-1 35
3 Decane. 2.5.6-trimethvl- 184 C13H28 062108-23-0 22
4 Hexatriacontane 507 C36H74 000630-06-8 14
5 Decane, l-iodo- 268 C10H211 002050-77-3 12

Abundance Scan 1383 (10.022 min): BF094399.D (-1380) (-) m/z 57.10 100.00%
57
5000 43
71 85 125 . ,.151 ¢ HAE AR SN IR AR I
97 111 139 182 9.80 10.00 10.20 10.40
N 'Y .'.'].., | STl b 4182 218 s SURTI0 48 40
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12184: 3-Hexanone, 2,4-dimethyl-
57
43
5000 LIS LN BN SULRULN B
9.80 10.00 10.20 10.40
71 g5 m/z 41.10 29.89%
“ 100 117128
m/z--> 20 ' eb 80 100 120 140 160 180 200 220
Abundance
57
" '9.80 10.00 10,20 10.40
5000 a1 m/z 85.10 20.83%
71 85
29
14 98 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45600: Decane, 2,5,6-trimethyl- L L
57 9.80 10.00 10.20 10.40
43 m/z 71.10 19.73%
5000
g,
| | % 113127 150
m/z--> 20 40 65 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF032217.M Fri Apr 14 06:55:27 2017
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 14 unknownl10.09 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.09 4.69 ng 415738 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Durohvdroauinone 166 C10H1402 000527-18-4 30
2 Mint furanone 166 C10H1402 1000109-10-4 30
3 Acetaminophen 151 C8H9NO2 000103-90-2 22
4 trans-3(10)-Caren-2-ol 152 C10H160 1000151-66-5 18
5 2-Cyclopenten-1-one, 3,4,5-trime... 124 C8H120 055683-21-1 11
Abundance Scan 1395 (10.092 min): BF094399.D (-1392) (-) m/z 57.10 100.00%
g7
109
5000
L 183 200 217 235 25 "'9.80 10.00 10,20 10.40
S— ]| m/z 43.10 95.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32925: Durohydroquinone
166
5000 151 TT T[T T T T [T T T T[T T T T[T TTT
9.80 10.00 10.20 10.40
m/z 109.10 77.24%
43 123
2\7 N ‘ Ll 63 7\7\ 91 105 \‘ 13\7 Ll H
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
166
. ©'9.80 10,00 10.20 10.40
5000 67 a1 109 m/z 166.15 66.94%
41 %
123
54 151
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23676: Acetaminophen
109 9.80 10.00 10.20 10.40
151 m/z 123.10 54 _.93%
5000 43
80
21 1| 65 ‘ 93 || 122135
m/z--> 2'0 4'0 6|O 8|O 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40

8270-BF032217.M Fri Apr 14 06:55:28 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1,4-Benzenediol, 2-(1,1-dim... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

10.31 5.20 ng 461118 Acenaphthene-d10 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediol. 2-(1.1-dimethvl... 166 C10H1402 001948-33-0 64
2 4.5.6.7-Tetrahvdrobenzldlisoxazo... 166 C8H10N202 1000131-45-3 52
3 Nepetalactone 166 C10H1402 000490-10-8 50
4 Durohvdroauinone 166 C10H1402 000527-18-4 38
5 Phenol, 3-methoxy-2,4,6-trimethyl- 166 C10H1402 034883-05-1 35
Abundance Scan 1432 (10.310 min): BF094399.D (-1429) (-) m/z 123.10 100.00%

123
166
109
5000 43 1oL
137 184 10.00 10,20 10.40 10.60

e |||| |.|II||I.||‘| |.. et ...',I..'|!|.|.|..|!.??,7....2?.1..2.3,9. m/z 166.15 76.27%

m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance #33014 14 Benzenediol, 2-(1,1-dimethylethy!)-
151
123
166
_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—[

5000
10.00 10.20 10.40 10.60
m/z 109.10 56.96%

41 77
35 2 L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123 166

10.00 10. 20 10 40 10.60

5000 81 151 m/z 151.10 52.23%
a 68 9B
55 110 138
R o e oL L T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32919: Nepetalactone e B RS EAmEE T
166 10.00 10.20 10.40 10.60

m/z 43.10 48 .35%

5000 81 123
94 109
69 138
43 57 \‘ MM \M M i \‘ 1?1 |

m/z--> 20 40 60 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10. 60

8270-BF032217.M Fri Apr 14 06:55:29 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17 [1,1"-Biphenyl]-4-acetonitrile Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
10.61 6.74 ng 330052 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.1"-Biphenvl1-4-acetonitrile 193 C14H11N 031603-77-7 58
2 5-EthvIl-5-(l-methvl-1.3-butadien... 222 C11H14N203 131147-54-1 50
3 2-Anthracenamine 193 C14H11IN 000613-13-8 42
4 9-Vinvlcarbazole 193 C14H11N 001484-13-5 42
5 Acridine, 9-methyl- 193 C14H11N 000611-64-3 42

Abundance Scan 1483 (10.610 min): BF094399.D (-1480) (-) m/z 193.10 100.00%
193
5000 43 57
[ 137 10.20 10.40 10.60 10.80 11.00
155 250 . . . . .
ol L pone R Sa70 | 212 2ss20 | ST R S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51254: [1,1'-Biphenyl]-4-acetonitrile
193
5000 UL B B UL B
10,20 10.40 10.60 10.80 11.00
82 m/z 43.10 38.66%
27 51 69 | 9 115 139"°%165;7
IR 0 S 0 0 MO P VPP Pt et e MR
Abundance
193
10.20 10.40 10.60 10.80 11.00
5000 m/z 71.10 18.05%
85 150
53 67 107 124136 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51231: 2-Anthracenamine A B o
193 10.20 10.40 10.60 10.80 11.00
m/z 41.10 17.62%
5000 165
g 9
28 51 69 115 139151 177 |
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 10,20 10.40 10.60 10.80 11.00

8270-BF032217.M Fri Apr 14 06:55:31 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 18 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.00 8.94 ng 438124 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-di-tert-Butvl-4-hvdroxvbenzyv... 236 C15H2402 000088-26-6 64
2 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 47
3 Methazolamide 236 C5H8N403S2 000554-57-4 46
4 Benzlilisoaquinoline. 3.6.8-trime... 221 C16H15N 061171-16-2 41
5 Oxazole, 4,5-diphenyl- 221 C15H11NO 004675-18-7 38

Abundance Scan 1549 (10.998 min): BF094399.D (-1546) (-) m/z 221.20 100.00%
23
5000
41 57 91 131147 236 N N T N N
77 115 161 193 10.60 10.80 11.00 11.20 11.40
[ R el W I| .I 17|5. | 206 II | 266 m/z 57.10 25_.38%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79820: 3,5-di-tert-Butyl-4-hydroxybenzy! alcohol
221

5000
10. 60 10 80 11. OO 11. 20 11.40

236

m/z 236.20

20.21%

93

57
27 4L 7" 77 91105115131 147161 177 1935

m/z--> 20 40 60

80 100 120 140 160 180 200 220 240 260

Abundance
221
5000
91 143 236
a1 77 104 128 159 178191905
[ T T e T e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #80036: Methazolamide
43 221
5000
83 236
J 70 ‘\ 99 114 142156 194207

10.60 10.80 11.00 11.20 11.40

m/z 222.15 17.49%

10.60 10.80 11.00 11.20 11.40

m/z 41.10 13.86%

m/z--> 20 40 60

80 100 120 140 160 180 200 220 240 260

10. 60 10 80 11. OO 11. 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 19 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.16 5.97 ng 292414 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 53
2 Benzenesulfonamide. N-butvl- 213 CI10H15N02S 003622-84-2 45
3 N-Benzenesulfonvloxv-2.2-bis(tri... 335 C10H7F6NO3S 055734-41-3 38
4 3-Methvl-thiophene-2-carboxamide 141 C6H7NOS 076655-99-7 35
5 di-n-Propylbarbituric acid 212 C10H16N203 002217-08-5 25

Abundance Scan 1577 (11.163 min): BF094399.D (-1573) (-) m/z 57.10 100.00%

g7

5000

10.80 11.00 11.20 11.40
m/z 71.10 68.10%

197 553243 262

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #55010: Tetradecane
57
5000 85 B e e e o

29 10.80 11.00 11.20 11.40
m/z 43.10 60.80%

113 198
“ ‘ ‘\ \‘\ il \ I \141 169 \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
77 141 170
R B e e e e
10.80 11.00 11.20 11.40
5000 m/z 141.00 41.64%
51
0 106 213
mmm‘wﬁwﬁwﬁrwmwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #134906: N-Benzenesulfonyloxy-2,2-bis(trifluoromethyl)azir... e AR e
77 141 10.80 11.00 11.20 11.40
m/z 85.10 41.04%
5000
51
| 335
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 80 11. OO 11 20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF041317\
Data File : BF094399.D

Aca On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 20 unknownl12.90 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.90 10.53 ng 513969 Chrysene-di12 14.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl dialvcolcarbonate 222 C8H1407 087292-23-7 37
2 Di-sec-butvl ether 130 C8H180 006863-58-7 35
3 1-tert-Butoxv-2-ethoxvethane 146 C8H1802 051422-54-9 35
4 1.4.7.10.13.16.19-Heptaoxa-2-cvc... 322 C14H2608 083410-52-0 25
5 Butane, 1,1"-[ethylidenebis(oxy)... 174 C1l0H2202 000871-22-7 22

Abundance Scan 1872 (12.898 min): BF094399.D (-1869) (-) m/z 57.10 100.00%

5000

| I w

12.60 12.80 13.00 13.20
m/z 103.05 81.91%

145161196191 214 235 260278 305

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71237: Dimethyl diglycolcarbonate
45
29 103 SRR EEEESC LSS
5000 12 60 12. 80 13. OO 13. 20
7 m/z 45.05 73.03%
1 0 134
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
45
T T R T
12.60 12.80 13.00 13.20
5000 101 m/z 101.05 43.42%
29
83
14 60 130
mmwwwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21183: 1-tert-Butoxy-2-ethoxyethane T T T TR
57 12.60 12.80 13.00 13.20
m/z 59.00 38.69%
5000
89
4 73
131
12 L @ ASRAI AR RN I |
TTT T IIII TTTT] T I T T[T T T T[T T T[T T T T [TTT T [TTTT IIIIIIIIIIIIIIIIIIII TTT _'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF041317\
Data File : BF094399.D

Acq On : 13 Apr 2017 19:17

Operator : SJ/MA

Sample - 12671-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .92 3.92 5.5 ng 257349 1 5.79 944165 20.0
unknown5 .54 5.54 76.7 ng 3620700 1 5.79 944165 20.0
unknown6 .60 6.60 22.1 ng 1438420 2 7.29 1300420 20.0
Ethanone, 1-(1,4-... 7.58 8.3 ng 538758 2 7.29 1300420 20.0
Benzothiazole 7.62 5.0 ng 327841 2 7.29 1300420 20.0
unknown7 .99 7.99 9.2 ng 597232 2 7.29 1300420 20.0
Acetamide, N-(3,4... 9.16 20.4 ng 1810540 3 9.42 1773630 20.0
unknown9 .32 9.32 19.9 ng 1765220 3 9.42 1773630 20.0
Thiophene, 2,5-bi... 9.79 8.1 ng 718645 3 9.42 1773630 20.0
unknown9 .96 9.96 6.5 ng 578651 3 9.42 1773630 20.0
1,2,4-Trimethoxyb. .. 9.99 4.3 ng 384847 3 9.42 1773630 20.0
unknown10.02 10.02 4.2 ng 370273 3 9.42 1773630 20.0
unknown10.09 10.09 4.7 ng 415738 3 9.42 1773630 20.0
1,4-Benzenediol, ... 10.31 5.2 ng 461118 3 9.42 1773630 20.0
[1,1"-Biphenyl]-4... 10.61 6.7 ng 330052 4 11.25 979914 20.0
3,5-di-tert-Butyl... 11.00 8.9 ng 438124 4 11.25 979914 20.0
Tetradecane 11.16 6.0 ng 292414 4 11.25 979914 20.0
unknownl12 .90 12.90 10.5 ng 513969 5 14.50 976352 20.0
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