LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

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 G\Methods\8270-BG122116.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.270 408 414 422 rBV 144390 246512 4.61% 0.917%
2 5.752 486 496 512 rBV 464841 845490 15.81% 3.147%
3 7.367 765 771 781 rBV 345037 662500 12.39% 2.466%
4 7.743 827 835 845 rBV 812479 1524655 28.51% 5.674%
5 8.213 909 915 924 rBV 195210 357854 6.69% 1.332%
6 8.537 963 970 980 rVB 675643 1209935 22.62% 4 .503%
7 9.394 1108 1116 1128 rBV 647036 1237679 23.14% 4 .606%
8 9.806 1179 1186 1196 rBV5 33272 80502 1.51% 0.300%
9 11.040 1387 1396 1406 rBV 274092 532673 9.96% 1.982%
10 11.533 1474 1480 1485 rBvV2 60054 116256 2.17% 0.433%

11 11.598 1485 1491 1498 rVB2 66227 132419 2.48% 0.493%
12 12.356 1615 1620 1630 rVB3 32129 64422 1.20% 0.240%
13 13.460 1800 1808 1816 rBV 1917116 2962020 55.38% 11.024%
14 14.277 1942 1947 1953 rBV 117739 188555 3.53% 0.702%
15 14.835 2036 2042 2051 rVB 465668 775157 14.49% 2.885%

16 15.464 2144 2149 2157 rVB9 24599 58025 1.08% 0.216%
17 16.239 2278 2281 2285 rVV2 43916 57286 1.07% 0.213%
18 16.327 2289 2296 2307 rVB 2084623 3221161 60.22% 11.988%
19 16.539 2328 2332 2341 rBV2 122902 205730 3.85% 0.766%
20 16.633 2343 2348 2352 rBV 245250 363136 6.79% 1.351%

21 16.686 2353 2357 2364 rVV3 214159 428223 8.01% 1.594%
22 16.750 2364 2368 2372 rVVv2 237598 324461 6.07% 1.208%
23 16.797 2372 2376 2381 rVB3 135660 178218 3.33% 0.663%
24 16.874 2386 2389 2391 rVvV 67853 76518 1.43% 0.285%
25 16.903 2391 2394 2397 rVB2 96330 127388 2.38% 0.474%

26 16.956 2397 2403 2409 rVB4 261743 503110 9.41% 1.872%
27 17.021 2409 2414 2418 rBV 260181 394319 7.37% 1.468%
28 17.097 2423 2427 2434 rVB 145411 227551 4._.25% 0.847%
29 17.373 2470 2474 2480 rVB 128398 169688 3.17% 0.632%
30 17.585 2504 2510 2519 rVB2 634208 991942 18.55% 3.692%

31 18.213 2614 2617 2620 rBv4 45810 59705 1.12% 0.222%
32 18.378 2639 2645 2648 rBV2 50125 91624 1.71% 0.341%
33 18.419 2649 2652 2657 rVVv4 88290 118771 2.22% 0.442%
34 18.642 2687 2690 2697 rVB4 69161 109212 2.04% 0.406%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA G\Methods\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.682 2863 2867 2873 rBV9 79112 118307 2.21% 0.440%
36 20.164 2943 2949 2955 rBV 4088375 5348619 100.00% 19.906%

37 21.874 3234 3240 3248 rVB 785528 1393241 26.05% 5.185%
38 25.282 3811 3820 3832 rVB2 448890 1366686 25.55% 5.086%

Sum of corrected areas: 26869550
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG025381.D
4000000

3000000
2000000

1000000 7.74

5.75
7.37
5 7 8.21 11.04

9.81 A_ 1@§§D 1236

Time--> 3.00 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 8.50 900 950 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG025381.D

4000000

8.54 9.39

20.16

3000000

16.33
2000000 13.46

1000000 21.87

14.84 ‘
14.28 A 1546  16.0409% ' 182348 64 1968 ||

0 I B i e B e e L I o o o e e e o o B o B B o O LJLA  ie m o

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG025381.D

4000000

3000000

2000000

1000000
25.28

e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG122116.-M Fri Dec 23 10:13:42 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 3

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

5.27 13.78 ng 246512 1,4-Dichlorobenzene-d4 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 37
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12

Abundance Scan 414 (5.270 min): BG025381.D (-408) (-) m/z 43.10 100.00%
431
5000
101.0 rrrrprrrTrTrT T T e e e
5.00 5.20 5.40 5.60
ob b d | 1677 2200 2792 3305 4529 5440 059 05 59.46%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U L IR

5.00 520 540 5.60
m/z 101.00 14.73%

‘ 101.0
Olmr 1 7 P e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
R N RARERE S
5.00 5.20 5.40 5.60
5000 m/z 58.10 12.48%
101.0
O I i o o L L L I e o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4030: 2,3-Butanedione, monooxime
43.0 5.00 5.20 5.40 5.60
m/z 41.10 8.96%
5000
101.0
-
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknown7.74 Concentration Rank 1

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

7.74 85.21 ng 1524660 1,4-Dichlorobenzene-d4 8.21

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 11
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 10

Abundance Scan 834 (7.737 min): BG025381.D (-827) (-) m/z 132.00 100.00%

132.0
68.1
5000

740 760 780 8.00

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 LI L L L L L L LN L O

7.40 7.60 7.80 8.00
m/z 66.10 40.75%

“.JWLkL.A...“..............w...w...w...w...w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0

7.40 7.60 7.80 8.00
5000 m/z 134.00 31.72%

o

63.0
15.0

o=

m/z-->

0

50

100

150

200

250 300 350 400 450 500

Abundance

13

#14146: 4-Chloro-6-fluoro-pyrimidine
2.0

7.40 7.60 7.80 8.00

m/z 69.10 27 .08%

5000
70.0
‘HM
|----|----|----|---- L L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 15

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

9.81 3.02 ng 80502 Naphthalene-d8 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 59
2 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 47
3 Hexanoic acid. 3.5.5-trimethvl-.... 512 C30H5606 056554-53-1 40
4 Oxirane. l(dodecvloxvmethvI1- 242 C15H3002 002461-18-9 33
5 Oxirane, [(hexadecyloxy)methyl]- 298 C19H3802 015965-99-8 33

Abundance Scan 1187 (9.812 min): BG025381.D (-1179) (-) m/z 57.10 100.00%
5000
o 2391 3401 5188 /7 83.10  48.95%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000
9.40 9.60 9.80 10.00 10.20
F030 m/z 41.10 38.12%
0 HL“”W'y?ﬂ"W"'W"'W"'W"'W"'W"”I'”
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
9.40 9.60 9.80 10.00 10.20
5000 m/z 56.10 21.23%
103.0
4150 143.0
miz--> 0 56 160 1%0 260 2%0 360 3éo 460 4éo 560
Abundance #236512: Hexanoic acid, 3,5,5-trimethyl-, 1,2,3-propanetri...
57.0 9.40 9.60 9.80 10.00 10.20
m/z 55.10 19.86%
5000
03.0
ol bl [ ] 1480 1990 2740 3550
miz--> 0 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 4(')0 4&'30 5(')0 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.60 4.97 ng 132419 Naphthalene-d8 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-butoxv-1-methvl... 190 C10H2203 029911-28-2 50
2 Pentanal. oxime 101 C5H11NO 000628-79-5 43
3 1.2-Dideoxv-l-ervthro-pentitol 120 C5H1203 1000112-47-4 38
4 1.2-Butanediol 90 C4H1002 000584-03-2 38
5 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 38
Abundance Scan 1491 (11.598 min): BG025381.D (-1485) (-) m/z 59.10 100.00%
5d.1
5000
103.1
11.20 11.40 11.60 11.80 12.00
O‘J, . ,| AS51 2526 8189 3682 4481 4990 sz 45.10  28.39%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52788: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000
11.20 11.40 11.60 11.80 12.00
103.0 m/z 41.05 24.75%
0:I-'S.'q""‘“‘l“ IIII":'I-"u:‘;.(')"'I""I""I'"'I""I""I""II
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
11.20 11,40 11.60 11.80 12.00
5000 m/z 103.05 23.47%
101.0
O S B S WL WL B I B S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9260: 1,2-Dideoxy-I-erythro-pentitol
4.0 11.20 11.40 11.60 11.80 12.00
m/z 57.10 19.66%
5000
0! | 102.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Phenol, m-tert-butyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.36 2.42 ng 64422 Naphthalene-d8 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 87
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 68
3 3-Methvl-4-isopropviphenol 150 C10H140 003228-02-2 49
4 Phenol. 2-ethvl-4.5-dimethvl- 150 C10H140 002219-78-5 47
5 4-Methoxybenzoic acid, (benzo[l,... 296 C15H12N403 1000316-75-5 38
Abundance Scan 1621 (12.361 min): BG025381.D (-1615) (-) m/z 135.10 100.00%
135.1
5000
39.1 95.
by bk d 206.9 280.9 3514 4628 12.00 12.20 12.40 12.60
O I L i m/z 107.10 59.82%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23716: Phenol, m-tert-butyl-
135.0
5000
12.00 12.20 12.40 12.60
410 95 m/z 150.00 18.76%
OPHM'WWMMN”"P'"P"'P"'P"'P"'P"'P"'
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
135.0
12.00 12.20 12.40 12.60
5000 m/z 95.05 17.50%
40 o
O S o I B L S U L WL B
m'z-> 0 50 100 150 200 250 300 350 400 450
Abundance #23730: 3-Methyl-4-isopropylphenoal
135.0 12.00 12.20 12.40 12.60
m/z 136.20 16.76%
5000
mz-> 0 50 100 150 200 250 300 350 400 450 | | 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Ethanone, 1-(4-propoxyphenyl)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.54 4_.15 ng 205730 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone. 1-(4-propoxvphenvl)- 178 C11H1402 005736-86-7 50
2 1.2.4-0Oxadiazol-5-amine. 3-I4-(c... 328 C15H16N603 1000351-08-7 43
3 2-Propanone. 1-(4-methoxvphenvl)- 164 C10H1202 000122-84-9 43
4 Anisole. p-octvl- 220 C15H240 003307-19-5 43
5 1H-1,2,3,4-Tetrazole-1,5-diamine... 220 C9H12N60 1000349-95-8 43

Abundance Scan 2332 (16.539 min): BG025381.D (-2328) (-) m/z 121.10 100.00%
121.1
5000
163.1
411 770 \ 2201 16.20 16.40 16.60 16.80
o boa ) BO0.2201  ae11 8817 TG0 08" 61 eon
m/z--> 50 100 150 200 250 300 350
Abundance #43776: Ethanone, 1-(4-propoxyphenyl)-
121.0
5000
16.20 16.40 16.60 16.80
178.0
43.0 93.0 m/z 163.05 26 .05%
oL M;.J.m.ﬁ,u. S N
m/z--> 50 100 150 200 250 300 350
Abundance
121.0
16.20 16.40 16.60 16.80
5000 m/z 177.10 15.71%
410 770 162.0
o 193.0 230.0 268.0 298.0 328.0
m/z--> 50 100 150 200 250 300 350
Abundance #33406: 2-Propanone, 1-(4-methoxyphenyl)-
121.0 16.20 16.40 16.60 16.80
m/z 122.10 13.22%
5000
43.0 77.0 164.0
OII\I‘IJ\IIII\IIII\I |‘||||||||||||||||
m/z--> 50 100 150 200 250 300 350 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknownl6.69 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.69 8.63 ng 428223 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-2-tert-octviphenol 220 C15H240 004979-46-8 38
2 Phthalic acid. 4-chloro-2-methvl... 332 C18H17Cl104 1000356-65-9 38
3 1-(6-Methvl-2-pvridvl)propan-2-one 149 C9H11NO 065702-08-1 38
4 Phthalic acid. 2.4-dimethvlpent-... 306 C18H2604 1000356-84-2 35
5 Phthalic acid, 2-naphthyl propyl... 334 C21H1804 1000315-23-9 35
Abundance Scan 2358 (16.692 min): BG025381.D (-2353) (-) m/z 107.10 100.00%
107.1 149.1
5000
191.2
5.1 \ ‘ 16.40 16.60 16.80 17.00
o bl 1 2530 3182 3602 4247 n777149.10 91.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77564: 4-Methyl-2-tert-octylphenol
149.0
5000
16.40 16.60 16.80 17.00
41.0 m/z 121.10 62.33%
‘ | 91.0 220.0
OII\I\IM\‘\II‘Iullelulw — T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0
16.40 16.60 16.80 17.00
5000 m/z 135.10 35.03%
191.0
43.0 76.0107.0 273.0
mz-> 50 100 150 200 250 300 350 400
Abundance #23645: 1-(6-Methyl-2-pyridyl)propan-2-one
107.0 16.40 16.60 16.80 17.00
m/z 191.15 30.89%
5000
43.0
149.0
0--J-rj9pﬂm--“-|----|-- LI SRR UURLELL SR WU
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknownl6.75 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.75 6.54 ng 324461 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexestrol. O-acetvl- 312 C20H2403 1000374-87-8 38
2 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 35
3 Hexestrol 270 C18H2202 000084-16-2 27
4 Acetamide. N-(4-methvlphenvI)- 149 C9H11NO 000103-89-9 18
5 1,3-Cyclohexadiene, 1,2,6,6-tetr... 136 C10H16 000514-96-5 15

Abundance Scan 2368 (16.750 min): BG025381.D (-2364) (-) m/z 135.10 100.00%
136.1
5000
Mo 191.1
: 16.40 16.60 16.80 17.00
ol l,lll.l.“; .L,ﬂ.'. Ly, | 2388 8148 3875 4582 5180 ,07107.10  87.77%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154882: Hexestrol, O-acetyl-
135.0
5000
16.40 16.60 16.80 17.00
m/z 121.10 85.83%
430 91.0 | 1760 2410 3120
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
107.0
16.40 16.60 16.80 17.00
5000 149.0 m/z 149.10 T7.47%
43.0
L S U I L UL I UL I L L IR
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119447: Hexestrol
135.0 16.40 16.60 16.80 17.00
m/z 41.10 24 .54%
5000
0 wo 212.0 270.0
miz--> 0 50 100 150 200 250 300 350 400 450 500 16.40 16.60 16.80 17.00

8270-BG122116.-M Fri Dec 23 10:13:48 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknownl16.80 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.80 3.59 ng 178218 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzvl 2-bromoacetate 228 C9H9Br02 005437-45-6 38
2 (.+/-.)-p-Methoxyvamphetamine. N-... 311 C13H14F5NO2 1000353-22-3 35
3 Acetamide. N-(2-methviphenvI)- 149 C9H11NO 000120-66-1 30
4 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 30
5 1-(1-Hydroxy-1-phenyl-ethyl)-cyc... 262 C16H2203 108547-01-9 27
Abundance Scan 2376 (16.797 min): BG025381.D (-2372) (-) m/z 149.10 100.00%
149.1
107.1
5000
e 1912 16.40 16.60 16.80 17.00 17.20
ol '.“,J|l.l-.l. bl ,.,| e8| 8819 4640 5289 h/77121.10  99.56%
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84881: Benzyl 2-bromoacetate
107.0
5000
149.0 16.40 16.60 16.80 17.00 17.20
o m/z 107.10 58.59Y%
oaa0 UL o
mz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
121.0
16.40 16.60 16.80 17.00 17.20
5000 m/z 55.10 22.05%
ol 280 78.0 190.0 9490 3110
m/z--> 6 55 160 1éo 200 250 300 3%0 460 4%0 560
Abundance #23633: Acetamide, N-(2-methylphenyl)- I e e
107.0 16.40 16.60 16.80 17.00 17.20
m/z 191.20 17.60%
5000 149.0
43.0
OI”'LLHQH"”I'”' | S SN B LI SUL S
mz—-> 0 50 100 150 200 250 300 350 400 450 500 16.40 16.60 16.80 17.00 17.20

8270-BG122116.-M Fri Dec 23 10:13:48 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Acetamide, N-(2,4-dimethylp... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.90 2.57 ng 127388 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.4-dimethviphenvl)- 163 C10H13NO 002050-43-3 58
2 Acetic acid. [4-(3-acetoxvbenzov... 329 C17H15N06 1000273-66-5 53
3 Propiophenone. 4°-propoxv- 192 C12H1602 005736-87-8 53
4 Benorilate 313 C17H15N05 005003-48-5 42
5 Benzenemethanamine, 4-methoxy-N-... 255 C16H17NO2 003261-60-7 38
Abundance Scan 2393 (16.897 min): BG025381.D (-2391) (-) m/z 121.10 100.00%
1201
5000 163.1
55.1 16.60 16.80 17.00 17.20
263.9
Ol bbb ghadal o 2070 2609 S618 4701 88511 Th777107.05  51.17%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32864: Acetamide, N-(2,4-dimethylphenyl)-
121.0
163.0
5000
16.60 16.80 17.00 17.20
m/z 163.10 47 .82%
43.0
0"'H'NJW“" R P S SR SRS B B S
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
121.0
16.60 16.80 17.00 17.20
5000 163.0 m/z 108.00 8.52%
43.0
329.0
o 2970 287.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54397: Propiophenone, 4'-propoxy- I I |
121.0 16.60 16.80 17.00 17.20
0
163.0 m/z 55.10 8.06%
5000
65.0
o ..”.J.“i‘.i.'.l,. R e AR B B R e E
miz-> 0 50 100 150 200 250 300 350 400 450 500 16,60 16.80 17.00 17.20

8270-BG122116.-M Fri Dec 23 10:13:49 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 1,3-Cyclopentadiene, 5,5-di... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.96 10.14 ng 503110 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene. 5.5-dimethv... 178 C13H22 1000163-88-0 72
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 59
3 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 53
4 Acetamide. N-(4-methvlphenvI)- 149 C9H11NO 000103-89-9 46
5 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 35
Abundance Scan 2404 (16.962 min): BG025381.D (-2397) (-) m/z 107.05 100.00%
107.1 149.1
5000
a1 16.60 16.80 17.00 17.20
ol bl Ll g [ 18902241 267.0 8318 47135 17949 65 91.82%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #44128: 1,3-Cyclopentadiene, 5,5-dimethyl-1,2-Dipropyl-
149.0
5000
107.0 16.60 16.80 17.00 17.20
m/z 121.10 78.66%
I Y O
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149.0
107.0 16.60 16.80 17.00 17.20
5000 ' m/z 163.10 48.53%
52.0
L L U L UL UL UL S W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #23637: Acetamide, N-(3-methylphenyl)-
107.0 16.60 16.80 17.00 17.20
m/z 41.10 15.67%
5000 149.0
43.0
e L L L WL U UL UL S WL NN SN SRR
m/z--> 50 100 150 200 250 300 350 400 450 16.60 16.80 17.00 17.20

8270-BG122116.-M Fri Dec 23 10:13:50 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.02 7.95 ng 394319 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 72
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 64
3 Hexestrol 270 C18H2202 000084-16-2 64
4 Carbamic acid. N-T1l.l1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
5 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 59
Abundance Scan 2414 (17.021 min): BG025381.D (-2409) (-) m/z 135.10 100.00%
136.1
5000
el 175.0 220.1252.9 292.0 333.0 398.1 16.80 17.00 17.20 17.40
0 ...*r.H.P,.:u.,..:.,..n.,:...',...:,....{. m/z 107.10 22 .90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #33622: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 U SN SRR BN B
16.80 17.00 17.20 17.40
050 m/z 41.10 11.94%
S B .
m/z--> 50 100 150 200 250 300 350 400
Abundance
135.0
' 16:80 17.00 17.20 17.40
5000 m/z 136.05 10.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #119446: Hexestrol
135.0 16.80 17.00 17.20 17.40
m/z 91.10 8.48%
5000
77.0
ol 220 | Loy ) 1650 212D Z700 A
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BG122116.-M Fri Dec 23 10:13:50 2016

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknownl7.10 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.10 4_.59 ng 227551 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. dec-2-vl pentvl e... 376 C23H3604 1000356-94-0 43
2 Phthalic acid. 3-methvlbut-3-env... 430 C27H4204 1000357-11-2 43
3 Phthalic acid. dodecvl 4-methvlip... 418 C26H4204 1000356-88-2 43
4 Phthalic acid. 2.7-dimethvloct-7... 426 C27H3804 1000315-49-4 43
5 Phthalic acid, 4-octyl pentyl ester 348 C21H3204 1000314-83-9 43
Abundance Scan 2427 (17.097 min): BG025381.D (-2423) (-) m/z 149.10 100.00%
14h.1
107.1
5000
.1 210 2 266 3309 0 363.0 534.5 16.80 17,00 17.20 1790
Obrrtphrardied e o 20033000 303 m/z 107.10 66.11%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #200559: Phthalic acid, dec-2-yl pentyl ester
149.0
5000 RN SRR B B
16.80 17.00 17.20 17.40
m/z 121.10 10.63%
43.0 237.0
ol .. 1040 ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
149.0
16.80 17.00 17.20 17.40
5000 m/z 55.10 9.29%
68.0
0l27.0 216.0 363.0 4300
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #218706: Phthalic acid, dodecyl 4-methylpent-2-y ester R e R m
149.0 16.80 17.00 17.20 17.40
m/z 91.10 7.67%
5000
43.0
850 2510 3350
O T e e e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 16,80 17.00 17.20 17.40

8270-BG122116.-M Fri Dec 23 10:13:51 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Benzenesulfonamide, N-butyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.37  3.42ng 169688  Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Benzenesulfonamide. N-butvl- 213 CIOHISNO2S  003622-84-2 70
2 N-Phenethvlbenzenesulfonamide 261 C14H15N02S 077198-99-3 64

3 1H-Pvrrole. 2-bromo-1-(benzenesu... 285 C10H8BrNO2S 168106-36-3 59
4 Propanedinitrile. ll-phenvl-2-(p... 308 C17H12N202S 136289-43-5 59

5 N,N-Dichlorobenzenesulfonamide 225 C6H5CI2N02S 000473-29-0 59
Abundance Scan 2473 (17.367 min): BG025381.D (-2470) (-) m/z 77.05 100.00%
71.0
170.0
5000
44 1220 2132 2535 17.00 17.20 17.40 17.60
O oAb g S8 P 202 2095 8001 4222 ' m/z 170.00  77.46%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #71723: Benzenesulfonamide, N-butyl-
77.0 141.0
5000 ||||||||||||||J\|||||||
17.00 17.20 17.40 17.60
200 m/z 141.00 58.32%
] ‘ 213.0
o—tforid b p bk
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
170.0
o P P P
17.00 17.20 17.40 17.60
5000 77.0 m/z 51.05 24 .43%
oL, 390 120.0 2610
T T T I o B T
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #131551: 1H-Pyrrole, 2-bromo-1-(benzenesulfonyl)- S A L e L S L
77.0 17.00 17.20 17.40 17.60
141.0 m/z 78.10 11.46%
5000
) 287.0
0 b L 205.0
L e i A o S o P et e
m/z-> 0 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BG122116.-M Fri Dec 23 10:13:52 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Undecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.39 ng 118771 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 55
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 46
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43
Abundance Scan 2652 (18.419 min): BG025381.D (-2649) (-) m/z 55.10 100.00%
1
5000
129.1
T s R Wl 1
‘ 323.9 439.0 . . .
o 362.0 4838 "m/z 60.00 94.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #50052: Undecanoic acid
60.0
5000
129.0 18.20 18.40 18.60 18.80
‘ m/z 41.10 93.85%
oo | o0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73.0
"' 1820 18.40 18.60 18.80
5000 129.0 m/z 43.10 84.76%
185.0
228.0
L W U U L L L UL L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #39472: n-Decanoic acid e A BAREE RS
60.0 18.20 18.40 18.60 18.80
m/z 73.00 72.19%
5000 129.0
172.0
0 1 J¢TM'”H'ﬂ"P"'I'”'I'"W""I”"I"” RN BRI BN AL BN
m/z--> 50 100 150 200 250 300 350 400 450 18.20 18.40 18.60 18.80

8270-BG122116.-M Fri Dec 23 10:13:53 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Fenoxon sulfoxide Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.64 2.20 ng 109212 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fenoxon sulfoxide 278 C10OH1505PS 006552-13-2 91
2 2.2-Bisl4"-cvanooxvphenvll1propane 278 C17H14N202 1000322-13-3 68
3 Furazan-3-carbohvdrazonamide. 4-... 263 C9H9N703 309734-45-0 50
4 4.6-Dinitro-1.1.3.3.5-pentamethv... 278 C14H18N204 000116-66-5 46
5 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 43
Abundance Scan 2690 (18.642 min): BG025381.D (-2687) (-) m/z 263.20 100.00%
268.2
5000
57.1
1281 203.1 360.2 18.40 18.60 18.80 19.00
o MM m/z 57.10 34.59%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #125282: Fenoxon sulfoxide
263.0
109.0
5000 LIS BRI UL SULLILN B
mmmmmmmm
m/z 278.20 19.89%
0 | 1830 280 |
0:::‘:“:‘:‘:“”::::::::||||‘ |‘|||||||||||||||||||||
m/z--> 55 160 1éo 260 250 360 3éo 460 4%0 560
Abundance
263.0
18.40 18.60 18.80 19.00
5000 m/z 77.05 14 .36%
144.0
o 76.0 221.0
m/z--> 55 160 1éo 260 250 360 3éo 460 4%0 560
Abundance #113350: Furazan-3-carbohydrazonamide, 4-amino-N-(4-nitro... R e M ma
263.0 18.40 18.60 18.80 19.00
m/z 128.05 13.67%
5000
43.0 90.0 136.0
‘ { 205.0
o O S R ——
m/z--> 50 100 150 200 250 300 350 400 450 500 18.40 1860 1880 1900

8270-BG122116.-M Fri Dec 23 10:13:53 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122216\
Data File : BG025381.D

Aca On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 Tridecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.68 2.39 ng 118307 Phenanthrene-d10 17.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 50
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
3 Eicosanoic acid 312 C20H4002 000506-30-9 46
4 Tetradecanoic acid 228 C14H2802 000544-63-8 45
5 Pentadecanoic acid 242 C15H3002 001002-84-2 41

Abundance Scan 2867 (19.682 min): BG025381.D (-2863) (-) m/z 43.10 100.00%

5000
287.4 356.9 19.40 19.60 19.80 20.00
403.0 446.5 521.1
0 m/z 57.10 68.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72646: Tridecanoic acid
73.0
5000 LA L L L L L L L
29. 19. 40 19. 60 19. 80 20. 00
10 2140 m/z  73.10  68.49%
bl | 1
m/z--> 50 00 150 200 250 300 350 400 450 500
Abundance
60.0
R e e o  EBEmamEE
19.40 19.60 19.80 20.00
5000 129.0 m/z 41.10 65.16%

171.0213.0 256.0

L M .

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #154909: Eicosanoic acid B A BRREEEE S
73.0 19.40 19.60 19.80 20.00

m/z 55.10 55.74%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 19. 40 19. 60 19. 80 20. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG122216\
Data File : BG025381.D

Acq On : 22 Dec 2016 9:31

Operator : UM/SJ

Sample : H6166-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.27 13.8 ng 246512 1 8.21 357854 20.0
unknown?7 .74 7.74 85.2 ng 1524660 1 8.21 357854 20.0
Hexanoic acid, 3,... 9.81 3.0 ng 80502 2 11.05 532673 20.0
2-Propanol, 1-(2-... 11.60 5.0 ng 132419 2 11.05 532673 20.0
Phenol, m-tert-bu... 12.36 2.4 ng 64422 2 11.05 532673 20.0
Ethanone, 1-(4-pr... 16.54 4.2 ng 205730 4 17.58 991942 20.0
unknownl16 .69 16.69 8.6 ng 428223 4 17.58 991942 20.0
unknownl16.75 16.75 6.5 ng 324461 4 17.58 991942 20.0
unknown16 .80 16.80 3.6 ng 178218 4 17.58 991942 20.0
Acetamide, N-(2,4... 16.90 2.6 ng 127388 4 17.58 991942 20.0
1,3-Cyclopentadie... 16.96 10.1 ng 503110 4 17.58 991942 20.0
Phenol, 4-(1,1-di... 17.02 8.0 ng 394319 4 17.58 991942 20.0
unknownl17.10 17.10 4.6 ng 227551 4 17.58 991942 20.0
Benzenesulfonamid... 17.37 3.4 ng 169688 4 17.58 991942 20.0
Undecanoic acid 18.42 2.4 ng 118771 4 17.58 991942 20.0
Fenoxon sulfoxide 18.64 2.2 ng 109212 4 17.58 991942 20.0
Tridecanoic acid 19.68 2.4 ng 118307 4 17.58 991942 20.0
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