LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13100-05 Gl )
Misc i MW-3A-051017
ALS Vial : 5 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-BF050217 .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 2.349 64 70 74 rVB6 14195 27734 1.02% 0.131%
2 4.990 516 519 534 rBV 43234 101864 3.74% 0.482%
3 5.354 576 581 589 rBV2 22059 36665 1.35% 0.174%
4 5.519 605 609 611 rBV 46709 57196 2.10% 0.271%
5 5.548 611 614 628 rVB 46234 86990 3.19% 0.412%

5.666 630 634 654 rBv 188482 549142 20.15% 2.600%

6

7 5.901 670 674 682 rVB 53267 78633 2.88% 0.372%
8 6.984 855 858 862 rBvV 32588 39917 1.46% 0.189%
9 7.025 862 865 873 rvVB 34588 52991 1.94% 0.251%
10 7.101 874 878 883 rBv2 42685 56863 2.09% 0.269%

11 7.219 894 898 904 rBV 79617 107477 3.94% 0.509%
12 7.272 904 907 918 rvv 115705 315841 11.59% 1.496%
13 7.360 918 922 932 rVvV 833839 1523985 55.91% 7.216%
14 7.437 932 0935 942 rVB 193351 234477 8.60% 1.110%
15 7.701 976 980 988 rBV 403057 518364 19.02% 2.455%

16 7.795 993 996 1001 rVB 105948 120721 4.43% 0.572%
17 7.931 1015 1019 1033 rVB 1089838 1406920 51.62% 6.662%

18 8.166 1055 1059 1065 rBV 54233 61348 2.25% 0.290%
19 8.237 1065 1071 1078 rBV2 92391 142971 5.25% 0.677%
20 8.348 1086 1090 1096 rBV 24784 31895 1.17% 0.151%
21 8.466 1107 1110 1113 rBV 54508 56673 2.08% 0.268%
22 8.501 1113 1116 1122 rVB 57801 63787 2.34% 0.302%

23 8.566 1122 1127 1129 rBV 128730 142553 5.23% 0.675%
24 8.595 1129 1132 1152 rVB 791179 1184980 43.48% 5.611%

25 8.801 1163 1167 1175 rVB2 39964 57925 2.13% 0.274%
26 8.948 1188 1192 1195 rBV 74019 86681 3.18% 0.410%
27 8.989 1195 1199 1206 rVB 95814 129714 4._.76% 0.614%
28 9.189 1230 1233 1236 rBV2 29153 34628 1.27% 0.164%
29 9.225 1236 1239 1246 rVB4 39656 67561 2.48% 0.320%
30 9.319 1252 1255 1257 rBV 75325 84282 3.09% 0.399%
31 9.342 1257 1259 1265 rVB2 60244 72548 2.66% 0.344%
32 9.478 1278 1282 1289 rBV4 16831 31783 1.17% 0.150%
33 9.719 1319 1323 1335 rVV 555536 861681 31.61% 4._.080%
34 9.825 1338 1341 1347 rVB2 51431 66788 2.45% 0.316%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13100-05 Gl )
Misc i MW-3A-051017
ALS Vial : 5 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-BF050217 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.760 1495 1500 1507 rBV5 15436 38691 1.42% 0.183%
36 10.895 1517 1523 1530 rVB 41014 58028 2.13% 0.275%
37 11.042 1545 1548 1552 rBV 22817 29080 1.07% 0.138%
38 11.495 1619 1625 1642 rBV 2073584 2638590 96.81% 12.494%
39 11.972 1699 1706 1714 rBVS8 11798 31257 1.15% 0.148%

40 12.189 1739 1743 1753 rBVY 121663 185619 6.81% 0.879%

41 12.548 1799 1804 1813 rBV2 593708 836686 30.70% 3.962%

42 13.389 1942 1947 1951 rVB 49624 58528 2.15% 0.277%
43 13.748 1996 2008 2011 rBV6 19452 43994 1.61% 0.208%
44 13.842 2019 2024 2039 rBV 1004590 1515901 55.62% 7.178%
45 14.160 2074 2078 2080 rBV 66266 79014 2.90% 0.374%
46 14.889 2199 2202 2205 rBVY 41036 44205 1.62% 0.209%

47 14.948 2205 2212 2225 rVV2 560220 829905 30.45% 3.930%
48 15.360 2278 2282 2289 rBVY 92963 162776 5.97% 0.771%
49 15.924 2371 2378 2390 rBVY 435632 606197 22.24% 2.870%
50 16.865 2533 2538 2541 rBV 85662 116607 4.28% 0.552%

51 16.895 2541 2543 2546 rVV 108230 130652 4._.79% 0.619%
52 16.936 2546 2550 2558 rVVv2 128694 239062 8.77% 1.132%
53 17.012 2558 2563 2577 rVV2 443304 698114 25.61% 3.306%
54 17.277 2603 2608 2615 rBV2 2275133 2725641 100.00% 12.907%
55 18.342 2785 2789 2800 rBV2 59315 102293 3.75% 0.484%

56 18.524 2816 2820 2830 rBV 72735 138229 5.07% 0.655%
57 18.624 2833 2837 2844 rBV 545158 743360 27.27% 3.520%
58 19.465 2977 2980 2982 rBV3 25454 30872 1.13% 0.146%
59 19.489 2982 2984 2989 rVB3 24279 29549 1.08% 0.140%
60 20.289 3116 3120 3133 rBvV2 313711 511868 18.78% 2.424%

Sum of corrected areas: 21118296
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Data Path :
Data File :
Aca On :
Operator : SJ/MA
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

13100-05

LSC Report - Integrated Chromatogram

5 Sample Multiplier: 1

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

Z:\HPCHEMI\BNA F\DATA\BF051217\
BF095112.D
12 May 2017 15:17

MW-3A-051017

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance TIC: BF095112.D
2000000
1500000
7.93
1000000
7.36 8.60
500000 7.70
5.67 44 28
b 28 499 53T 50 aadfd| [}
R T e o e e e L e o B L e e e o e o e e L e e B o e o e e e ) B
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 8.00 8.50 9.00
Abundance TIC: BF095112.D
11.50
2000000
1500000
1000000 1384
9.72 12.55 14.95
500000 15.92
12.19 15.36
o048 |82 10589004 L 11.97 13.39 1375 14.16 1489
L A e o e e o B e o e e L e e s e e 0 LA s B o s B i s s s s
Time-->  9.50 10.00  10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50  15.00 15.50 16.00 16.50
Abundance TIC: BF095112.D
17.28
2000000
1500000
1000000
18.62
500000 17.01
20.29
> 18.38. 194D
e i i B B e e B e e B e e e e e e e e B B B e e e e e e e B e B e B e B B A
Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown4.99 Concentration Rank 10

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

4.99 3.93 ng 101864 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 519 (4.990 min): BF095112.D (-516) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 P s e Cee
| 83.0 | 460 480 500 520 540
0“W”“P“W”“m”w”LP”W””P”W“JP”W“”P“'”“P”W”“P”' m/z 59.00 61.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SRENERAE RE SRE
59.0 4%A¢05m5ﬁ05%
0
150 1010 m/z 101.00 22.63%
0 280 ‘ 83.0
mz> 10 %0 30 4 2 60 70 8 9 100 110 150 130 140 150 160
Abundance
59.0
460 480 500 520 5.40
5000 m/z 58.00 18.13%
43.0
0 83.0 9s.0 123.0 141.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A e A
59.0 4.60 4.80 500 5. 20 540

m/z 41.00 10.68%

5000 41.0

Il o 1260 142.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.60 4.80 5.00 5.20 5.40

o
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF051217\
BF095112.D

12 May 2017 15:17

SJ/MA

13100-05

MW-3A-051017

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 unknown5.55 Concentration Rank 14

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

5.55 3.36 ng 86990 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene., 5-(l-methvl... 106 C8H10 002175-91-9 43
2 o-Xvlene 106 C8H10 000095-47-6 38
3 p-Xvlene 106 C8H10 000106-42-3 38
4 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 38
5 Benzeneethanol, .alpha.,.beta.-d... 150 C10H140 052089-32-4 32

Abundance Scan 614 (5.548 min): BF095112.D (-611) (-) m/z 91.00 100.00%
91.0
106.1
5000
39.0 51.0
67.0 809
| ‘ | | ||| ‘l 520 5.40 5.60 5.80
Ol bl L Ll Tmzz 106.10 0 63.75%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5116: 1,3-Cyclopentadiene, 5-(1-methylethylidene)-
91.0
106.0
5000
39.0 5.20 5.40 5.60 5.80
‘ 5.0 650 .., m/z 105.00 35.93%
0 \H‘\ \“\ mnil m ‘\‘ L
U NI SUR LI SIS SO SULEL ILRUIL SURBLIL UL S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
91.0
520 540 560 580
5000 106.0 m/z 39.00 33.39%
77.0
150 270 390 510 650
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5078: p-Xylene
91.0 5.20 5.40 5.60 5.80
m/z 50.95 32.14%
106.0
5000
270 390 51"0 65.0 77"0
(o) ””\ S | | TR - ...l‘ SN | S— Y | T
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 p-Xylene Concentration Rank 16

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

5.90 3.03 ng 78633 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Xvlene 106 C8H10 000106-42-3 95
2 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 95
3 o-Xvlene 106 C8H10 000095-47-6 94
4 1.3-Cvclopentadiene. 5-(l-methvl... 106 C8H10 002175-91-9 90
5 Cyclopentene, 1l-ethenyl-3-methyl... 106 C8H10 061142-07-2 78

Abundance Scan 674 (5.901 min): BF095112.D (-670) (-) m/z 91.00 100.00%
91.0
106.1
5000
39.0 510 g50 77|-° 560 5.80 6.00 6.20
o S S v SN NS | N 1 A m/z 106.10 57.34%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #5077: p-Xylene
91.0
106.0
5000 LN I RS LN R
5.60 5.80 6.00 6.20
770 m/z 105.00 22 .85%
0 18.0 27.0 39\'0 51\0 6.0 L | LI
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
91.0 ,
106.0 IRRE AR SRS RSN R
5.60 5.80 6.00 6.20
5000 m/z 77.00 14.72%
. 180 270 390 510 650 77.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5076: 0-Xylene ...,.A...,....,....,....,
91.0 5.60 5.80 6.00 6.20
m/z 51.00 10.30%
5000 106.0
51.0 77.0
PN CY B N M N S Y |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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, l-ethyl-2-methyl- Concentration Rank 9

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

7.22 4_.15 ng 107477 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 898 (7.219 min): BF095112.D (-894) (-) m/z 105.00 100.00%
105.0
5000
120.1
390 510 65.0 77|-|0 91|-1 | 6.80 7.00 7.20 7.40 7.60
R L e T e N 1 B m/z 120.10 32.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.80 7.00 7.20 7.40 7.60
m/z 77.00 11.26%
27.0 39‘.0 51.0 65.0 77.0 91.0
Ot ---‘- T T I T T -‘ﬁl- T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0
6.80 7.00 7.20 7.40 7.60
5000 120.0 m/z 91.10 11.24%
14.0 28.0 39.0 51.0 65.0 77.0 91.0
s S AR AN AR RS RARRRARES RARES RSN SARSS RARRS RERRN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105.0 6.80 7.00 7.20 7.40 7.60
m/z 79.00 10.85%
120.0
5000
150 270 %90 510 eso (7 940 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 | 680 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.36 Concentration Rank 1

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

7.36 58.80 ng 1523990 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 35
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 Xenon 132 Xe 007440-63-3 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 922 (7.360 min): BF095112.D (-918) (-) m/z 132.00 100.00%
132.0
5000 681 K
960 """"""""""
40.0 540 7.00 7.20 7.40 7.60
o....,....:....,::..,..I.',..7.55,0....,..!.,.1??.?....,....,'...,.. m/z 68.10 35.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I L SR L
7.00 7.20 7.40 7.60
210 510 m/z 134.00 32.53%

Abundance

m/z--> 30 40 60 70 80 90 100 110 120 130 140
132.0

7.00 7.20 7.40 7.60

5000 67.0 m/z 66.10 21.96%
41.0 53.0 97.0 1170
79.0 '
107.0

o) SNBSS SR SN NP 1 ARSI VM —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- R L AR

132.0 7. OO 7. 20 7. 40 7.60

m/z 69.10 14 _.10%

5000
60 104.0
go 510 | 73 90.0 uzo
0 | N . " Al in |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Benzene, 1,2,4-trimethyl- Concentration Rank 5

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

7.44 9.05 ng 234477 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
3 Mesitvlene 120 C9H12 000108-67-8 90
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 87
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87

Abundance Scan 936 (7.442 min): BF095112.D (-932) (-) m/z 105.10 100.00%
105.1
5000 120.1
77.0 910 7.20 7.40 7.60 7.80
39.0 510 65.0
0..,....,....,....-,....,-.'...,..-..,...':',....,'....,.'.!.,..'.'.l,'....,. m/z 120.10 50.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0
120.0
5000
7.20 7.40 7.60 7.80
470 m/z 119.05 13.58%
27.0 410 510 650 - 91.0 ‘ |
O e e e T T e T T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0
7.20 7.40 7.60 7.80
5000 120.0 m/z 77.00 9.27%
150 27.0 390 510 g5 (70 9LO
O T ST i
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105.0 7.20 7.40 7.60 7.80
m/z 79.00 8.65%
120.0
5000
150 270 390 510 50 [P 940 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Benzene, (1-methylethyl)- Concentration Rank 8

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

7.80 4.66 ng 120721 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 90
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 87
3 Mesitvlene 120 C9H12 000108-67-8 87
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 86
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 86

Abundance Scan 997 (7.801 min): BF095112.D (-993) (-) m/z 105.05 100.00%
105.1
5000 120.1
39.0 510 g3o (70 . 7.40 7.60 7.80 8.00 8.20
Ol i b et et || M/Z 120.05 40 24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9416: Benzene, (1-methylethyl)-
105.0
5000
120.0 7.40 7.60 7.80 8.00 8.20
770 ' m/z 77.00 8.67%
150 270 390 900 g5o | 910 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0
7.40 7.60 7.80 8.00 8.20
5000 120.0 m/z 106.10 7.93%
270 0 510 630 0 oL0
G N RS R RS RS AR RS AN LA WSS AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene R a e L
105.0 7.40 7.60 7.80 8.00 8.20
m/z 79.05 7.78%
120.0
5000
150 270 30 510 50 TR 910 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00 8.20

8270-BF050217.M Mon May 15 16:29:00 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Benzene, 1l-methyl-3-propyl- Concentration Rank 20

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

8.17 2.37 ng 61348 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvIl-3-propvl- 134 C10H14 001074-43-7 91
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 91
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 91
4 2-Tolvloxirane 134 C9H100 002783-26-8 87
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 81

Abundance Scan 1060 (8.172 min): BF095112.D (-1055) (-) m/z 105.05 100.00%
105.1
5000
134.1
7.0 910 7.80 8.00 8.20 8.40 8.60
39.0 51.0 65.0 .
Ok M Sl Tm/z 134.05  25.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14853: Benzene, 1-methyl-3-propyl-
105.0
5000
1340 7.80 8.00 8.20 8.40 8.60
' m/z 106.10 13.40%
ol 150 270 30 s10 es0 7O MO | 190
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 77.00 11.58%
134.0
oL 150 270 390 510 650 770 910 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14848: Benzene, (1-methylpropyl)-
105.0 7.80 8.00 8.20 8.40 8.60
m/z 91.00 9.68%
5000
ol 150 27.0 390 510 650 T | | 1190
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40 8.60

8270-BF050217.M Mon May 15 16:29:00 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 7

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

8.24 5.52 ng 142971 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 95
2 Benzene. l-ethvIl-3.5-dimethvl- 134 C10H14 000934-74-7 93
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 93
4 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 90

Abundance Scan 1072 (8.242 min): BF095112.D (-1065) (-) m/z 119.10 100.00%
119.1
5000
134.1
910 105.1
39.0 51.0 51 /-0 8.00 8.20 8.40 8.60
) S PSRN WU I Y| R m/z 134.10  33.65%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 8.00 8.20 8.40 8.60
m/z 105.05 23.49Y%
15.0 27.0 390 510 g5 77.0 91"0 10“‘3-0 ‘ |
o) S S N ‘....“a‘... PRV RS PSS! PRSI M
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
8.00 8.20 8.40 8.60
0
5000 1340 m/z 91.00 19.11%

0390 510 650 770 910 1050

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 8.00 8.20 8.40 8.60
m/z 120.10 11.12%
5000
134.0
91.0
0 15.0 27.0 410 530 65.0 77.0 1050 | |
T T T e e e e R e e e BRI B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60

8270-BF050217.M Mon May 15 16:29:01 2017 Page: 12



Library Search Compound Report

8270-BF050217.M Mon May 15 16:29:01 2017

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 11 o-Cymene Concentration Rank 19

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

8.50 2.46 ng 63787 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 94
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 94
3 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 91
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 1116 (8.501 min): BF095112.D (-1113) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.0
41.0 530 65.0 77.0 103.0 | 8.20 8.40 8.60 8.80
0 ”W””I””P'”P”W'”W””IJ”P'AP”W'”W”MIJAP”W'mW” m/z 134.05 28.45%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14812: o-Cymene
119.0
5000
134.0 8.20 8.40 8.60 8.80
91.0 m/z 91.05 16.14%
o 15.0 27.0 Mowoemyno 1030 |
O X S AR SN NN g
Abundance
119.0
8.20 8.40 8.60 8.80
5000 m/z 120.05 11.55%
134.0
91.0
0 15.0 27.0 41.0 539 65.0 77.0 103.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0 8.20 8.40 8.60 8.80
m/z 117.00 9.16%
5000
134.0
20 150 27.0 390 510 650 77.0 gﬁo 1050
O X S0 NS N g 8.20 840 8.60 8.80

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\
Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

Sample : 13100-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,2,3,5-tetramethyl-

Concentration Rank 17

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

8.99 3.01 ng 129714 Naphthalene-d8 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
2 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
4 1.3-Cvclopentadiene. 1.2.3.4-tet... 134 C10H14 076089-59-3 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93

Abundance Scan 1199 (8.989 min): BF095112.D (-1195) (- m/z 119.10 100.00%
119.1
5000 134.1
91.0
390 5.0 650 77.0 103.0 8.60 8.80 9.00 9.20 9.40
Obrrrr ettt el m/z 134.10 44.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000
8.60 8.80 9.00 9.20 9.40
m/z 91.00 12.80%
39.0 :
0 27\.0 ‘\ 51\\0 6\5\0 77\9 91‘0 19?'0 Ll 1N
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119.0
134.0 8.60 8.80 9.00 9.20 9.40
5000 m/z 133.05 9.65%
150 27.0 390 510 650 77.0 105.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0 8.60 8.80 9.00 9.20 9.40
m/z 120.05 9.42%
5000 134.0
150 710 90 S0 &0 T L Mo
L | 1 | m 1l : |
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 150 150 150 8.60 8.80 9.00 9.20 9.40

8270-BF050217.M Mon May 15 16:29:02 2017

MW-3A-051017

Page: 14



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF051217\

BF095112.D

12 May 2017 15:17

SJ/MA

13100-05 MW-3A-051017
5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 13 1,3-Dioxolane, 2-(4-methoxy... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.36 3.92 ng 162776 Phenanthrene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-(4-methoxvpheny... 194 C11H1403 036881-00-2 56
2 Ethanol. 2-T4-(1.1-dimethvlethvl... 194 C12H1802 000713-46-2 47
3 Carbamic acid. methvlphenvl-. et... 179 C10H13NO2 002621-79-6 43
4 2-(4-Formvl-phenoxv)-acetamide 179 C9H9ONO3 135857-20-4 40
5 [2-(4-Methoxy-phenyl)-[1,3]dioxo... 238 C12H1405 1000193-22-2 40

Abundance Scan 2282 (15.360 min): BF095112.D (-2278) (-) m/z 179.10 100.00%
179.1
5000 135.1 ]\¥__A
570 17, 1070 o, | 15001550 1540 1560
Ob e e el e e e e e m/z 135.05 44 42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56021: 1,3-Dioxolane, 2-(4-methoxyphenyl)-2-methyl-
179.0
135.0
5000
15.00 15.20 15.40 15.60
43.0 870 m/z 107.00 14 .05%
0150\ 640\ L, 107.0 Al l ‘ |
m/z--> 20 40 60 80 100 150 150 160 180 200 220 240
Abundance
179.0
135.0 15.00 15.20 15.40 15.60
5000 m/z 180.10 11.46%
107.0
01M)M0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44723: Carbamic acid, methylphenyl-, ethyl ester A B
179.0 15.00 15.20 15.40 15.60
m/z 57.05 10.51%
5000 106.0
29.0 51.0 .0 ‘ 134.0
- Skt et A AA e
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60 |

8270-BF050217.M Mon May 15 16:29:04 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.92 14.61 ng 606197 Phenanthrene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2377 (15.918 min): BF095112.D (-2371) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.1 k
97.0 213.2 UL DU UL B B
149.0 171.1 256.3 15.60 15.80 16.00 16.20
(o} m/z 43.05 80.75%
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 15.60 15.80 16.00 16.20
Ji 1570 1geo 2130 2560 | M/Z 60.00  80.71%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 15,60 15.80 16.00 16.20
5000 129.0 m/z 57.10 68 .90%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 15.60 15.80 16.00 16.20

m/z 55.00 66.11%

5000 129.0 ,
ol15.0 Lﬂ :

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 60 15. 80 16. 00 16. 20

8270-BF050217.M Mon May 15 16:29:04 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 9,12-Octadecadienoic acid (... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.87 3.14 ng 116607 Chrysene-di12 18.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 Bicvclol2.2.21octane. 2-methvl- 124 C9H16 000766-53-0 87
3 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 83
4 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 68
5 9,17-Octadecadienal, (2)- 264 C18H320 056554-35-9 68

Abundance Scan 2539 (16.871 min): BF095112.D (-2533) (-) m/z 67.00 100.00%

5000

16.60 16.80 17.00 17.20
m/z 81.10 87.63%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-
67.0

5000

16.60 16.80 17.00 17.20
m/z 55.05 62.00%

43.0 280.0

182.0 210.0

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
67.0 95.0
124.0 s A Bt
16.60 16.80 17.00 17.20
5000/ 410 m/z 95.05 60.04%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178355: 2-Chloroethyl linoleate B A AR REEREE R
16.60 16.80 17.00 17.20
m/z 82.00 54 .23%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.60 16.80 17.00 17.20

8270-BF050217.M Mon May 15 16:29:05 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Hexadecenoic acid, Z-11- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.89 3.52 ng 130652 Chrysene-di12 18.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 72
2 Oleic Acid 282 C18H3402 000112-80-1 64
3 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 64
4 1-Tetradecanol 214 C14H300 000112-72-1 52
5 Cyclotetradecane 196 C14H28 000295-17-0 49
Abundance Scan 2542 (16.889 min): BF095112.D (-2541) (-) m/z 55.10 100.00%

5000

-

139.0

207.0 16.60 16.80 17.00 17.20
m/z 69.05 99 _25%

165.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105682: Hexadecenoic acid, Z-11-

-

16!60 16.I80 17.I00 17!20
m/z 41.05 88.71%

5000

138.0 165.0 192.0 236.0

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

55.0
83.0 IIIIIIIIIIIIIIIIIIIIIII
16.60 16.80 17.00 17.20
5000 m/z 43.00 53.23%
111.0
137.0 264.0

165.0 193.0 222.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105678: cis-9-Hexadecenoic acid I L
16.60 16.80 17.00 17.20
m/z 97.00 52.12%
5000
20.0 111.0
o 165.0 194.0 236.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20

8270-BF050217.M Mon May 15 16:29:06 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 trans-13-Octadecenoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.94 6.43 ng 239062 Chrysene-di12 18.62

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 60
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 60
3 1-Cvclohexvl-2-methvl-prop-2-en-... 152 C10H160 025183-82-8 60
4 Oleic Acid 282 C18H3402 000112-80-1 58
5 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 55

Abundance Scan 2551 (16.942 min): BF095112.D (-2546) (-) m/z 55.10 100.00%

5000

-

16.60 16.80 17.00 17.20
m/z 69.10 71.90%

152.0175.1 221.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129357: trans-13-Octadecenoic acid

-

5000

16!60 16.I8O 17.00 17.20
m/z 41.10  56.59%

111.0

137.0 165.0 193.0 222.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
R AR Ea R R
16.60 16.80 17.00 17.20
5000 83.0 m/z 83.10 45.44%

111.0
0 137.0 165.0 193.0 222.0

mwmmmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25208: 1-Cyclohexyl-2-methyl-prop-2-en-1-one

29.0 264.0

16.60 16.80 17.00 17.20
m/z 97.05  41.94%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\
Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

Sample : 13100-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.01 18.78 ng 698114 Chrysene-di12 18.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 53
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2563 (17.012 min): BF095112.D (-2558) (-) m/z 43.05 100.00%
. 3.0

223.1

135.1

5000

16.60 16.80 17.00 17.20 17.40

0! m/z 57.10 93.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
16.60 16.80 17.00 17.20 17.40
m/z 73.00 91.12%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0
16.60 16.80 17.00 17.20 17.40
5000 129.0 m/z 60.00 81.55%
185.0
97.0 228.0
0 15.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 16.60 16.80 17.00 17.20 17.40
m/z 41.05 71.31%
5000 129.0

15.0
R I EEmas ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\

Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

a?ggle i 13100-05 MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Propanamide, N-ethyl-N-(3-m... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.34 2.75 ng 102293 Chrysene-di2 18.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanamide. N-ethyl-N-(3-methvl... 267 C18H21NO 1000308-21-3 58
2 Ethanol. 2-T2-12-T4-(1.1.3.3-tet... 338 C20H3404 002315-62-0 46
3 I1.2.41Thiadiazole. 5-amino-3-(a... 267 C12H17N3S2 1000316-42-5 32
4 13H-Dibenzola.ilcarbazole 267 C20H13N 000239-64-5 25
5 7H-Dibenzo[c,g]carbazole 267 C20H13N 000194-59-2 16
Abundance Scan 2789 (18.342 min): BF095112.D (-2785) (-) m/z 267.20 100.00%
261.
45.0 2
135.1

5000

18.00 18.20 18.40 18.60

(o} m/z 45.00 78.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #116601: Propanamide, N-ethyl-N-(3- methylphenyl) 3-phenyl-
120.0 26
5000
91.0 18.00 18.20 18.40 18.60
m/z 135.05 68.89%
194.0
200 650 | | | | 1600 7" 2220
A R RaE e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
267.0
18.00 18.20 18.40 18.60
5000 m/z 89.00 31.69%
89.0
45.0 133.0
0 161.0 205.0 237.0 295.0 338.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #116187: [1,2,4] Thiadiazole, 5-amino-3-(adamantan-1-ylsulf... SNEESSMEMESES i SR M
135.0 18.00 18.20 18.40 18.60

m/z 57.05 30.57%

5000
79.0
41.0
\ ‘1070 267.0
ob bt dthl || 670 2080230 o) Vel o bt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18 00 18 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051217\
Data File : BF095112.D

Aca On : 12 May 2017 15:17

Operator : SJ/MA

Sample : 13100-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Cyclotetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.52 3.72 ng 138229 Chrysene-di12 18.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 2819 (18.518 min): BF095112.D (-2816) (-) m/z 57.05 100.00%
57.0
97.0
5000
L8 18.20 18.40 18.60 18.80
0 N m/z 55.10 78.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58277: Cyclotetradecane
55.0
5000 LR DU SO BUAR UL
18120 18:40 18.60 18.80
m/z 69.10 75.92%
1960
oo | | \M\mmseo
m/z--> 50 150 200 250 300 350 400
Abundance
57.0 197.0
18.20 18.40 18,60 18.80
5000 m/z 43.00 75.49%
139.0
oL 19.0 181.0 222.0 2640 308.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate I R e RERaEEa
570 g7¢ 18.20 18.40 18.60 18.80
' m/z 83.10 75.03%
5000
ol L ]i \”Ff'ol 1820 222.0 2660 311.0 412.0
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF051217\

Data File : BF095112.D

Acq On : 12 May 2017 15:17 Instrument :
Operator : SJ/MA BNA_F

Sample - 13100-05 ClientSampleld :
Misc : MW-3A-051017
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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]
unknown4 .99 4.99 3.9 ng 101864 1 7.70 518364 20.0
unknown5 .55 5.55 3.4 ng 86990 1 7.70 518364 20.0
p-Xylene 5.90 3.0 ng 78633 1 7.70 518364 20.0
Benzene, l-ethyl-_.. 7.22 4.2 ng 107477 1 7.70 518364 20.0
unknown? .36 7.36 58.8 ng 1523990 1 7.70 518364 20.0
Benzene, 1,2,4-tr... 7.44 9.1 ng 234477 1 7.70 518364 20.0
Benzene, (1-methy... 7.80 4.7 ng 120721 1 7.70 518364 20.0
Benzene, 1l-methyl... 8.17 2.4 ng 61348 1 7.70 518364 20.0
Benzene, 2-ethyl-_._. 8.24 5.5 ng 142971 1 7.70 518364 20.0
o-Cymene 8.50 2.5 ng 63787 1 7.70 518364 20.0
Benzene, 1,2,3,5-... 8.99 3.0 ng 129714 2 9.72 861681 20.0
1,3-Dioxolane, 2-... 15.36 3.9 ng 162776 4 14.95 829905 20.0
n-Hexadecanoic acid 15.92 14.6 ng 606197 4 14.95 829905 20.0
9,12-Octadecadien... 16.87 3.1 ng 116607 5 18.62 743360 20.0
Hexadecenoic acid... 16.89 3.5 ng 130652 5 18.62 743360 20.0
trans-13-Octadece... 16.94 6.4 ng 239062 5 18.62 743360 20.0
Octadecanoic acid 17.01 18.8 ng 698114 5 18.62 743360 20.0
Propanamide, N-et... 18.34 2.8 ng 102293 5 18.62 743360 20.0
Cyclotetradecane 18.52 3.7 ng 138229 5 18.62 743360 20.0
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