LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample - 14508-01

Misc :

ALS Vial : 16 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-BF072517.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

4.598 457 461 469 rBvV 103039 155058 5.86% 0.561%
4.675 469 474 483 rVB2 43284 61937 2.34% 0.224%
470719 502344 18.99% 1.818%
5.016 530 532 538 rvv 432085 404310 15.29% 1.463%
5.069 538 541 555 rvv 1526822 1715924 64.88% 6.210%
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5.987 690 697 700 rBvV 81306 79749 3.02% 0.289%
6.063 706 710 717 rVB 134530 124178 4.69% 0.449%
1053580 1264282 47.80% 4_.576%
6.239 736 740 746 rVV 2467833 2502709 94.62% 9.058%
6.292 746 749 752 rVvV 161605 142332 5.38% 0.515%
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11 6.351 757 759 764 rVB 62847 57267 2.17% 0.207%
12 6.463 775 778 784 rBvV2 878894 855120 32.33% 3.095%
13 6.528 786 789 791 rvVv 288768 269109 10.17% 0.974%
14 6.557 791 794 800 rvB2 48285 61536 2.33% 0.223%
15 6.622 801 805 808 rBV 2452008 2347759 88.77% 8.497%

16 6.669 810 813 820 rVB 491180 481953 18.22% 1.744%

17 6.751 825 827 832 rvv2 28244 33335 1.26% 0.121%
18 6.798 832 835 844 rvv2 94486 111455 4.21% 0.403%
19 6.963 861 863 868 rvB2 33523 29028 1.10% 0.105%

20 7.034 868 875 878 rBV 1906535 2109277 79.75% 7.634%

21 7.063 878 880 888 rvB2 105256 122744 4.64% 0.444%
22 7.128 888 891 895 rBvV 131395 179736 6.80% 0.651%

23 7.181 898 900 904 rvB4 34485 42501 1.61% 0.154%
24 7.216 904 906 910 rBV3 30369 37260 1.41% 0.135%
25 7.275 913 916 918 rVB 48283 35990 1.36% 0.130%
26 7.322 920 924 928 rBV 66418 66697 2.52% 0.241%

27 7.369 928 932 937 rBv4 67629 102501 3.88% 0.371%
28 7.433 939 943 950 rvB2 187807 214443 8.11% 0.776%
29 7.492 950 953 958 rBv4 226539 247846 9.37% 0.897%
30 7.551 960 963 966 rBVvV2 72298 87808 3.32% 0.318%

31 7.669 980 983 987 rBV5 18055 26750 1.01% 0.097%
32 7.745 992 996 999 rvvV 1006015 937354 35.44% 3.393%
33 7.769 999 1000 1004 rvv2 196153 147220 5.57% 0.533%
34 7.822 1004 1009 1012 rVB 66575 63999 2.42% 0.232%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample - 14508-01

Misc :

ALS Vial : 16 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-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 7.863 1012 1016 1020 rVB5 25068 30953 1.17% 0.112%
36 7.904 1020 1023 1025 rBV2 44183 39531 1.49% 0.143%
37 8.139 1059 1063 1066 rVB5 20348 28367 1.07% 0.103%
38 8.181 1068 1070 1073 rBV3 22316 26695 1.01% 0.097%
39 8.263 1082 1084 1086 rBV 55120 49217 1.86% 0.178%
40 8.286 1086 1088 1091 rvVv 80438 106067 4._.01% 0.384%
41 8.310 1091 1092 1095 rVB 53416 35232 1.33% 0.128%
42 8.345 1095 1098 1101 rBV 252148 206356 7.80% 0.747%
43 8.463 1116 1118 1120 rVB 36002 28471 1.08% 0.103%
44 8.557 1129 1134 1141 rBV6 36351 53853 2.04% 0.195%
45 8.633 1141 1147 1149 rBv4 38626 69481 2.63% 0.251%
46 8.722 1157 1162 1165 rBvV4 73758 90290 3.41% 0.327%
47 8.828 1173 1180 1183 rBV 2754393 2644899 100.00% 9.573%
48 9.163 1231 1237 1241 rBV4 23889 59414 2.25% 0.215%
49 9.222 1241 1247 1250 rVB2 139219 156403 5.91% 0.566%
50 9.375 1272 1273 1280 rVB5 15490 27382 1.04% 0.099%
51 9.433 1280 1283 1284 rBV2 29307 28829 1.09% 0.104%
52 9.492 1289 1293 1300 rVvVv 956954 866490 32.76% 3.136%
53 9.569 1302 1306 1311 rBV6 20407 30800 1.16% 0.111%
54 9.792 1342 1344 1349 rVB2 29282 38752 1.47% 0.140%

55 9.886 1356 1360 1363 rBV 242794 203310 7.69% 0.736%

56 9.922 1363 1366 1369 rVvVv 135065 117680 4._.45% 0.426%
57 9.980 1372 1376 1380 rVvVv2 186934 166715 6.30% 0.603%

58 10.027 1380 1384 1387 rVB2 55089 59371 2.24% 0.215%
59 10.063 1387 1390 1395 rBV 131197 115407 4_36% 0.418%
60 10.110 1395 1398 1401 rVV5 34557 47730 1.80% 0.173%

61 10.151 1401 1405 1410 rVB 255612 246915 9.34% 0.894%
62 10.280 1423 1427 1432 rBV2 1307306 1398166 52.86% 5.060%
63 10.416 1446 1450 1455 rBV 430260 447014 16.90% 1.618%
64 10.498 1463 1464 1470 rVB4 34868 33828 1.28% 0.122%
65 10.580 1474 1478 1482 rVV 155033 172736 6.53% 0.625%

66 10.610 1482 1483 1487 rVB 41204 30738 1.16% 0.111%
67 10.716 1497 1501 1505 rVB3 22450 30742 1.16% 0.111%
68 10.869 1522 1527 1529 rBV5 19268 31282 1.18% 0.113%
69 10.963 1540 1543 1547 rBV 602027 549882 20.79% 1.990%
70 11.163 1571 1577 1579 rBvV4 27610 39456 1.49% 0.143%
71 11.321 1601 1604 1609 rVB2 29317 34976 1.32% 0.127%

8270-BF072517_.M Wed Aug 02 16:37:40 2017 Page: 2



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample - 14508-01

Misc :

ALS Vial : 16 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-BF072517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 11.527 1635 1639 1645 rBV3 66845 81978 3.10% 0.297%
73 12.257 1756 1763 1766 rBV 79296 96122 3.63% 0.348%
74 12.304 1766 1771 1775 rVVv4 34200 57085 2.16% 0.207%
75 12.398 1783 1787 1790 rVB6 30969 35353 1.34% 0.128%

76 12.445 1792 1795 1800 rBV 133695 126029 4._76% 0.456%
77 12.551 1808 1813 1816 rBV 1820553 1767462 66.83% 6.397%
78 13.133 1908 1912 1915 rVB 332313 292962 11.08% 1.060%
79 13.221 1923 1927 1931 rBV7 20377 30604 1.16% 0.111%
80 13.463 1965 1968 1973 rBV2 59506 72433 2.74% 0.262%

81 13.592 1986 1990 1993 rBV 563138 567351 21.45% 2.053%
82 14.933 2214 2218 2223 rBV 420288 457384 17.29% 1.655%
83 15.662 2337 2342 2347 rVB6 50602 79755 3.02% 0.289%

Sum of corrected areas: 27629459
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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\BF080117\

BF097241.D

1 Aug 2017 19:42

SJ/Ju

14508-01

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF097241.D

5.07

4;.@837

6.24 6.62

7.03

0=

Time--> 2.00

2.50

3.00

3.50

4.00

4.50 5.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF097241.D
8{83

10.28

.58

12.55

13.!

B. 0BQE0, 7087 11.161 3211.53
obLe A = AN St A A A A
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF097241.D
2500000
2000000
1500000
1000000
500000 14.93
“ 15.66
T T T T T T T T e T T T e T e e e e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 15

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

4.60 3.63 ng 155058 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 23
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 461 (4.598 min): BF097241.D (-457) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 SRS SEREE SRR RS
| 510 83.1 | 420 4.40 4.60 4.80 5.000
e e e m/z 59.10 52.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L L R
59.0 420 440 460 4.80 5.00
m/z 101.00 14 .42%
e 880 w0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
420 440 4.60 4.80 5.00
5000 41.0 m/z 58.00 13.68%
31.0
69.0 870
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T R b o
59.0 420 4.40 4.60 4.80 5.00
m/z 41.05 8.18%
5000
410 101.0
Ase O Lol 80 wo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzene, 1,3-dimethyl- Concentration Rank 4

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

5.00 11.75 ng 502344 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 97
2 o-Xvlene 106 C8H10 000095-47-6 97
3 p-Xvlene 106 C8H10 000106-42-3 97
4 1.3-Cvclopentadiene. 5-(l-methvl... 106 C8H10 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 87

Abundance Scan 529 (4.998 min): BF097241.D (-524) (-) m/z 91.10 100.00%
91.1
5000 106.1
3.0 510 g4 770 | 460 480 500 520 540
e et el Tm/z 106.10 0 48.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5102: Benzene, 1,3-dimethyl-
91.0
5000 106.0 RS U L I

460 480 5.00 520 5.40
m/z 105.10 20.56%

270 39.0 51.0 65.0 77.0 ‘
S U MO T N | P
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91.0
I e o e e R
460 4.80 5.00 5.20 5.40
5000 106.0 m/z 51.00 12.70%
51.0 77.0
150 27.0 39.0 65.0
A L o o o o B B i e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5081: p-Xylene
91.0 460 4.80 5.00 5.20 5.40
m/z 77.00 11.78%
5000 106.0
270 390 51.0 65.0 77.0
S ST PR O T TN | M AN K VAN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzene, 1,2,3-trimethyl- Concentration Rank 20

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

6.06 2.90 ng 124178 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 97
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 709 (6.057 min): BF097241.D (-708) (-) m/z 105.10 100.00%
105.1
5000 120.1
57.0
35?-|0 Ll ”85|'1| b iz 580 6.00 6.20 6.40
e e S LI L L e R m/z 120.10 47 .34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000

5.80 6.00 6.20 6.40
m/z 57.00 18.36%

0 390 510 50 /70 910

"I]'-'S.'(')I'?Z'.I""‘I""'I"""I"""I'"‘HI""I""'I'Hl'l"""‘l""'l""I""I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
120.0 5.80 6.00 6.20 6.40
5000 m/z 85.10 14.12%

27.0 390 510 g50 /70 910

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

Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0 5.80 6.00 6.20 6.40
120.0 m/z 39.00 13.21%
5000
150 270 39.0 510 eso 710 90 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.24 Concentration Rank 1

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

6.24 58.53 ng 2502710 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 740 (6.239 min): BF097241.D (-736) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 S J "e00 620 640 680
01 e A e e m/z 68.10 42 _47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL AR S R
6.00 6.20 6.40 6.60
310 510 ‘ ‘ m/z 134.00 32.09%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
"'W"”I'”'I”"PA'
6.00 6.20 6.40 6.60
5000 m/z 66.00 27 .63%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e e
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.05 16.49%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Mesitylene Concentration Rank 18

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

6.29 3.33 ng 142332 1,4-Dichlorobenzene-d4 6.46
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 93
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 87
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 81

Abundance Scan 749 (6.292 min): BF097241.D (-746) (-) m/z 105.05 100.00%
105.1
5000 120.1
39.0 %90 771 o10 1341 6.00 6.20 6.40 6.60
e pree eyt bl 1841 Tn777120.10 46 25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000
6.00 6.20 6.40 6.60
m/z 59.00 14 .80%
150 270 390 510 es0 70 N0 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
120.0 6.00 6.20 6.40 6.60
5000 m/z 119.10 12.14%

27.0 390 510 50 70 910

wwwmm‘rﬁwﬁrwwﬁwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #9419: Benzene, 1,2,4-trimethyl-
105.0 6.00 6.20 6.40 6.60
m/z 77.10 11.46%
120.0
5000
150 270 390 510 g5 77‘-0 91.0
| L L 1 TN I L m ol
o R e e e R R RS R R E R e )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzenemethanamine, N,N-dim... Concentration Rank 5

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

6.67 11.27 ng 481953 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanamine. N.N-dimethvl- 135 C9H13N 000103-83-3 95
2 2-(Dimethvlamino)-N-(3-nitrophen... 223 C10H13N303 294193-71-8 40
3 N.N-Dimethvlaminoethanol 89 C4H11NO 000108-01-0 37
4 Phentermine 149 C10H15N 000122-09-8 33
5 R(-)-2-Amino-1-butanol 89 C4H11NO 005856-63-3 25

Abundance Scan 813 (6.669 min): BF097241.D (-810) (-) m/z 58.05 100.00%
58.0
5000 911
135.1
39. 6.40 6.60 6.80 7.00
e b 080 L Tw/z 91.10 47.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15642: Benzenemethanamine, N,N-dimethyl-
58.0
5000 91.0
135.0 6.40 6.60 6.80 7.00
m/z 135.10 33.50%
150 390 | 118.0
s 20 40 80 80 100 130 10 1% 180 20 20
Abundance
58.0
640 6.60 680 7.00
5000 m/z 134.10 30.08%
40.0 76.0 1050 137.0 1650 193.0 223.0
m/z--> 25 45 éo éo 160 120 140 1éo 180 200 250 I
Abundance #2205: N,N-Dimethylaminoethanol P T
58.0 6.40 6.60 6.80 7.00
m/z 42.05 20.14%
5000
30.0
R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00

8270-BF072517.M Wed Aug 02 16:37:45 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 N,N-Dimethyloctylamine Concentration Rank 14

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

7.13 3.83 ng 179736 Naphthalene-d8 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 86
2 1-Heptanamine. N.N-dimethvl- 143 C9H21N 005277-11-2 72
3 1-Undecanamine. N.N-dimethvl- 199 C13H29N 017373-28-3 64
4 1-Tridecanamine. N.N-dimethvl- 227 C15H33N 017373-29-4 64
5 n-Octyl trimethyl ammonium bromide 251 C11H26BrN 002083-68-3 56

Abundance Scan 891 (7.128 min): BF097241.D (-888) (-) m/z 58.05 100.00%
58.0
5000
420 6.80 7.00 7.20 7.40
ey 20 1050 1330 1571 . m/z 42.00  4.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29177: N,N-Dimethyloctylamine
58.0
5000
6.80 7.00 7.20 7.40
420 m/z 41.05 4._.01%
e 840 1140 1420970
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
58.0
6.80 7.00 7.0 7.40
5000 m/z 43.05 3.75%
27.0 42.0 84.0 1140 1430
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60560: 1-Undecanamine, N,N-dimethyl- s AR
58.0 6.80 7.00 7.20 7.40
m/z 59.00 3.22%
5000
410 | 840 1140 138.0154.0  184.0199.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF072517.M Wed Aug 02 16:37:46 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Phenol, p-tert-butyl- Concentration Rank 12

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

8.35 4.40 ng 206356 Naphthalene-d8 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 95
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 90
3 Hexestrol. O-trifluoroacetvl- 366 C20H21F303 1000365-31-7 59
4 Phenol. 2.3.5.6-tetramethvl- 150 C10H140 000527-35-5 59
5 4-Acetylanisole 150 C9H1002 000100-06-1 53

Abundance Scan 1099 (8.351 min): BF097241.D (-1095) (-) m/z 135.10 100.00%
135.1
5000
107.1
o 7o 800 820 840 860
Aol 4 m/z 107.05  35.51%
m/z--> 50 100 150 200 250 300 350
Abundance #23712: Phenol, p-tert-butyl-
135.0
5000
107.0 8.00 8.20 8.40 8.60
410 m/z 150.10 18.70%
L |
! ol b
m/z--> 50 100 150 200 250 300 350
Abundance
135.0
8.00 8.20 8.40 8.60
5000 m/z 41.00 13.47%
107.0
410 .o
m/z--> 50 100 150 200 250 300 350
Abundance #194165: Hexestrol, O-trifluoroacetyl- B B
135.0 8.00 8.20 8.40 8.60
m/z 95.05 12.19%
5000 107.0
41.0 69.0 | 165.0 203.0231.0 295.0 337.0366.0
m/z--> 50 100 150 200 250 300 350 800 8.0 840 860

8270-BF072517 .M Wed Aug 02 16:37:47 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown9.98 Concentration Rank 13

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

9.98 3.85 ng 166715 Acenaphthene-d10 9.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Ethvl-5.6.7.8-tetrahvdroauinoline 161 C11H15N 028971-02-0 46
2 1-Methvl-3.4-dihvdro-1H-aguinolin... 161 C10H11NO 000826-72-2 30
3 3-Phenvl-.delta.-1.2.4-triazolin... 161 C8H7N30 000939-07-1 30
4 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 25
5 Phenylcyanide, 4-methoxy-2,6-dim... 161 C10H11NO 019111-77-4 25

Abundance Scan 1376 (9.980 min): BF097241.D (-1372) (-) m/z 161.10 100.00%

132.1 161.1

5000

.y
| LI LI L LB L B B

9.60 9.80 10.00 10.20
m/z 132.10 83.14%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31601: 3-Ethyl-5,6,7,8-tetrahydroquinoline
161.0
132.0
5000
9.60 9.80 10.00 10.20
39.0 770910 a0 m/z 118.05 57.75%
w0 M0 T 10 o
.“.M.WMHWM...H. - HM.JMWNM.HM..W...W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
118.0 161.0
9.60 9.80 10.00 10.20
5000 m/z 92.10 47.54%
91.0 132.0
77.0
440 630 147.0
5. e e e o B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31822: 3-Phenyl-.delta.-1,2,4-triazolin-5-one
161.0 9.60 9.80 10.00 10.20
m/z 133.05 36.19%
118.0
5000
77.0 91.0
51.0
we || 5o |
I | il all L L I
AL o e e s LA B
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20

8270-BF072517 .M Wed Aug 02 16:37:47 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Tributyl phosphate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.15 5.70 ng 246915  Acenaphthene-d10 9.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Tributvl phosphate 266 C12H2704P 000126-73-8 83

2 Phosphoric acid. dibutvl 1.1-dim... 352 C13H25F404P 1000298-93-9 72
3 3-Hvdroxv-2.3.4.4-tetramethvl-pe... 202 C11H2203 1000194-64-5 33
4 trans-Decalin-2-one. 6.6-ethvlen... 210 C12H1803 1000126-93-8 33
5 Phosphoric acid, trioctyl ester 434 C24H5104P 001806-54-8 17

Abundance Scan 1405 (10.151 min): BF097241.D (-1401) (-) m/z 99.00 100.00%
9d.0
5000
570 1551 LI L TTr 11 rrrr LNLI B I
| | 125.0 | 18312111 9.80 10.00 10.20 10.40
e e m/z 57.05 16.51%
m/z--> 50 100 150 200 250 300 350
Abundance #115152: Tributyl phosphate
99.0
5000 LA L L L L L L L L B B
9.80 10.00 10.20 10.40
155.0 m/z 155.10 16.30%
57.0 11.0
29.0 125.0 :
i P N o -
m/z--> 50 100 150 200 250 300 350
Abundance
99.0

9.80 10.00 10.20 10.40

5000 m/z 41.00 15.60%
41.0 155.0
73.0 125.0 225.0251.0  297.0 337.0
T T T e e e
m/z--> 50 100 150 200 250 300 350 NJANWVAwNAAA$JLWAJV¢WAVJVwVV
Abundance #62477: 3-Hydroxy-2,3,4,4-tetramethyl-pentanoic acid, ethy... T
43.0 99.0 145.0 9.80 10.00 10.20 10.40
m/z 125.00 8.86%
5000
73.
m/z--> 50 100 150 200 250 300 350 9.80 10.00 10.20 10.40

8270-BF072517 .M Wed Aug 02 16:37:48 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2(3H)-Benzothiazolone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.42 16.26 ng 447014 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 97
2 6-Methvl-7-o0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 43
3 4-Amino-2.1.3-benzothiadiazole 151 C6H5N3S 000767-64-6 27
4 RCH 108 151 C7H5NO3 002297-94-1 27
5 1,2,4-Triazolo[4,3-a]pyridine-3(... 151 C6H5N3S 006952-68-7 25
Abundance Scan 1451 (10.422 min): BF097241.D (-1446) (- m/z 151.00 100.00%
151.0
96.0
123.0
5000
30 520 690 en 5030 1040 1060 100
o R Y e m/z 96.00 67.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24724: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000 U B SR R
10.20 10.40 10.60 10.80
450 69.0 m/z 123.00 57.16%
i .1.4'.0| IZE?(I) "HI .‘..“l i I‘h .M. V. .‘.“l N |‘l‘- —— I e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
151.0
123.0 SNSRI L (0 N —
67.0 10.20 10.40 10.60 10.80
5000 m/z 69.00 11.58%
42.0 83.0
LN N S N LU UURLELELA UURLELELA SURLELELA SURLELEL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24694: 4-Amino-2,1,3-benzothiadiazole B R o e
151.0 10.20 10.40 10.60 10.80
m/z 122 .00 10.58%
5000
124.0
20 660 %Y 1080, h
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80

8270-BF072517.M Wed Aug 02 16:37:49 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzenesulfonamide, N-ethyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.58  6.28ng 172736 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzenesulfonamide. N-ethvl-4-me... 199 C9H13N02S 000080-39-7 52
2 Ethvl(E/Z2)-.alpha.-cvano-4-nitro... 416 C19H16N207S 1000287-26-8 47
3 4-ToluenesulfonvImethvl isocvanide 195 C9H9NO2S 036635-61-7 47
4 Pvridine-2-carbonitrile. 3.5.6-t... 375 C13H8CI3N302S 255713-77-0 47
5 1H-[1,2,3]Triazole-4-carbonitril... 199 C10H9N5 1000303-46-0 38

Abundance Scan 1478 (10.580 min): BF097241.D (-1474) (-) m/z 91.05 100.00%
91.0
155.0
5000
39.0 99.1 10.20 10.40 10.60 10.80
el e by m/z 155.00 72.04%
miz-> 0 50 100 150 200 250 300 350 400
Abundance #60740: Benzenesulfonamide, N-ethyl-4-methy!-
91.0
155.0
5000
10.20 10.40 10.60 10.80
Fggo m/z 184.10 41.55%
44.0 -
bl 2230 4 L
miz-> 0 50 100 150 200 250 300 350 400
Abundance
91.0 155.0
10.20 10.40 10.60 10.80
5000 m/z 65.00 26.92%
29.0
123.0 188.0 234.0 276.0  336.0371.0 416.0
e s o T e e e
miz-> 0 50 100 150 200 250 300 350 400
Abundance #57503: 4-Toluenesulfonylmethyl isocyanide
91.0 10.20 10.40 10.60 10.80
m/z 38.95 11.45%
155.0
5000
39.0
Lol 1230 195.0
i T e e T B B B e e e
miz-> 0 50 100 150 200 250 300 350 400 10.20 10.40 10.60 10.80

8270-BF072517 .M Wed Aug 02 16:37:50 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

11.53 2.98 ng 81978 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1639 (11.527 min): BF097241.D (-1635) (-) m/z 43.00 100.00%

43.0 | 73.0
5000 129.1

JM 157.0 1851 213.2 256.1 11.20 11.40 11.60 11.80
S| m/z 60.00 93.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

83.0 11.20 11.40 11.60 11.80
‘ | 2560 m/z 73.00 90.03%
h‘

157.0 1850 213.0

4
il ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.20 11.40 11.60 11.80
5000 129.0 m/z 57.05 86.87%
97.0 199.0
157.0 242.0
15.0 177.0 223.0
LR A B e B e A RaRaEREE S SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R a R mamEE L
73.0 11.20 11.40 11.60 11.80
m/z 41.05 85.76%
43.0
5000
129.0
‘ 1710 2140
ool g MM Lmg Loy LT
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11.80

8270-BF072517 .M Wed Aug 02 16:37:50 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 17 unknownl2.26 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.26 3.50 ng 96122 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Di-sec-butvl ether 130 C8H180 006863-58-7 43
2 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 43
3 2-Propanol. 1-(2-butoxvethoxv)- 176 C9H2003 000124-16-3 38
4 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 38
5 Pentane, 2-butoxy- 144 C9H200 062238-02-2 38
Abundance Scan 1764 (12.263 min): BF097241.D (-1756) (-) m/z 45.00 100.00%
e JA/\W
14501610 191.1207.0 1 12.00 12.20 12.40 12.60
m/z 57.05 98.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13657: Di-sec-butyl ether
45.0
5000 29.0 LI L BRI B L
101.0 12. 00 12 20 12.40 12.60
m/z 103.00 67 .89%
L I U |p'”'ﬁ%?" I""I%%qql" U SR UL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45.0
12.00 12.20 12.40 12.60
5000 m/z 59.00 45 _.90%
72.0
29.0 89.0
116.0133.0
m/z--> 25 Jo eb éo 160 120 140 1éo 1éo 260
Abundance #43033: 2-Propanol, 1-(2-butoxyethoxy)- R B B o e
57.0 12.00 12.20 12.40 12.60
m/z 89.00 40.48%
41.
5000
87.0
131.0
0 || g e B0 o
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60

8270-BF072517 .M Wed Aug 02 16:37:51 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 18 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.44 4.44 ng 126029 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 94
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 58
3 2.5-bis(Trimethvisilvl)thiophene 228 C10H20SSi2 017906-71-7 53
4 Phenol. 2.4"-isopropvlidenedi- 228 C15H1602 000837-08-1 50
5 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 50
Abundance Scan 1794 (12.439 min): BF097241.D (-1792) (-) m/z 213.10 100.00%
218.1
5000
119.1
390 650 94 1220 12.40 12.60 12.80
1411 169.1 : . .
S TN :',..|..' koL, 209 2081 | | hsz 119.10  31.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84555: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000
12.20 12.40 12.60 12.80
119.0 m/z 91.10 18.08%
150 390 650 9O 4, 165.0183.0 ||
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance
213.0
1220 12.40 12,60 12.80
5000 m/z 228.10 16.20%
185.0
63.0 86.0 128.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83860: 2,5-bis(Trimethylsilyl)thiophene e e
213.0 12.20 12.40 12.60 12.80
m/z 65.00 15.45%
5000
73.0
99.0
‘ L] 163 0 183 0 M 2#1 0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 19 Ethanol, 2-butoxy-, phospha... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.13 10.33 ng 292962 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 91
2 trans-2.3-Epoxvoctane 128 C8H160 028180-70-3 47
3 2.5-Hexanediol 118 C6H1402 002935-44-6 47
4 Di-sec-butvl ether 130 C8H180 006863-58-7 35
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 35
Abundance Scan 1911 (13.127 min): BF097241.D (-1908) (-) m/z 57.10 100.00%
51.1 A
5000
L 125.0 ..|....|....|....|./.\T'TA
155.0 199.1 12.80 13.00 13.20 13.40
299.1
. l,b| ol 23 0 m/z 45.00 85.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210990: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 1250 RN AN AR B
12.80 13.00 13.20 13.40
1550 199.0 m/z 56.00 66.80%
- 299.0
26/0 ‘“ | 8“-0” L mj\‘ T 355.0 399.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
56.0
12.80 13.00 13.20 13.40
m/z 41.00 33.76%
5000 99.0
26.0
UL L | }?gql"' L UL SR UL SR B
m/z--> 50 100 150 200 250 300 350 400
Abundance #8806: 2,5-Hexanediol A REREE EEE
45.0 12.80 13.00 13.20 13.40
m/z 85.10 33.43%
5000
85.0
1o “I ‘ ’ }150 I I I I I
T o[ rrrrrryrrrrryprrrryrrrrryrrrrryrrrror T ororT —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 50 100 150 200 250 300 350 400 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080117\
Data File : BF097241.D

Aca On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample : 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 20 unknownl5.66 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.66 3.49 ng 79755 Perylene-d12 14.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glutaric acid. 2.3-dichlorobenzyv... 388 C19H26C1204 1000371-42-5 10
2 2.27.6.6"-Tetrachlorodibenzvl ether 334 C14H10CI140 1000342-70-2 10
3 3.4-Dichlorobenzvl mercaptan 192 C7H6CI2S 059293-67-3 10
4 5-(1-BenzoxazolvD)-2(1H)-pvrimid... 213 C11H7N302 349488-95-5 10
5 2,6-Dichlorobenzyl ether 334 C14H1o0Cl40 073927-56-7 10

Abundance Scan 2342 (15.662 min): BF097241.D (-2337) (-) m/z 43.00 100.00%
43.0
95.1 145.1
5000 213.1
275.2
8[1 353.3 LI L L B L
| | | 386.4 15.40 15.60 15.80 16.00
RN EED R SN EERS- N M m/z 57.00 74 .37%
m/z--> 0 50 100 150 200 250 300 350
Abundance #206440: Glutaric acid, 2,3-dichlorobenzy| 2-methylhex-3-y...
159.0
5000 L I UL S IR
57.0 115.0 1540 15.60 15.80 16.00
‘ 273.0 m/z 95.10 65.31%
.2.7.0.“‘ Ih' \l‘ IHI hl ; .L. I\ | - |21|3'|0| S N | W —— ?5|3'|0| —
m/z--> 0 50 100 150 200 250 300 350
Abundance
159.0
125.0 LN B LI B B
15.40 15.60 15.80 16.00
5000 89.0 m/z 145.05 64 .83%
' 188.0
50.0 301.0
18.0 2330 336.0
m/z--> 0 5|0 1(I)O 1é0 200 250 300 35|O
Abundance #54881: 3,4-Dichlorobenzyl mercaptan
159.0 15.40 15.60 15.80 16.00
m/z 107.05 58.02%
5000
192.0
45.0 ggp 123.0
W, .
m/z--> 0 5|0 1(I)O 150 2(I)O 250 3(I)O 35|O 15.40 15 60 15. 80 16|00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080117\
Data File : BF097241.D

Acq On : 1 Aug 2017 19:42

Operator : SJ/JU

Sample - 14508-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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... 4.60 3.6 ng 155058 1 6.46 855120 20.0
Benzene, 1,3-dime... 5.00 11.8 ng 502344 1 6.46 855120 20.0
Benzene, 1,2,3-tr... 6.06 2.9 ng 124178 1 6.46 855120 20.0
unknown6 .24 6.24 58.5 ng 2502710 1 6.46 855120 20.0
Mesitylene 6.29 3.3 ng 142332 1 6.46 855120 20.0
Benzenemethanamin. . . 6.67 11.3 ng 481953 1 6.46 855120 20.0
N,N-Dimethyloctyl ... 7.13 3.8 ng 179736 2 7.75 937354 20.0
Phenol, p-tert-bu... 8.35 4.4 ng 206356 2 7.75 937354 20.0
unknown9 .98 9.98 3.9 ng 166715 3 9.49 866490 20.0
Tributyl phosphate 10.15 5.7 ng 246915 3 9.49 866490 20.0
2(3H)-Benzothiazo... 10.42 16.3 ng 447014 4 10.96 549882 20.0
Benzenesulfonamid... 10.58 6.3 ng 172736 4 10.96 549882 20.0
n-Hexadecanoic acid 11.53 3.0 ng 81978 4 10.96 549882 20.0
unknownl12 .26 12.26 3.5 ng 96122 4 10.96 549882 20.0
Phenol, 4,4"-(1-m... 12.44 4.4 ng 126029 5 13.59 567351 20.0
Ethanol, 2-butoxy... 13.13 10.3 ng 292962 5 13.59 567351 20.0
unknownl15.66 15.66 3.5 ng 79755 6 14.93 457384 20.0
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