LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 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-BF063016.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 1.667 6 7 11 rVB 44197 64427 3.45% 0.413%
2 1.792 16 18 24 rVWW 463568 597589 32.00% 3.828%
3 1.884 24 26 40 rVB 43177 91694 4.91% 0.587%
4 2.867 109 112 118 rBvV 25420 52777 2.83% 0.338%
5 4.856 284 286 291 rBV 147431 217798 11.66% 1.395%
6 5.301 322 325 328 rVB 1423963 1531679 82.02% 9.812%
7 6.353 414 417 420 rVB 1229301 1676085 89.75% 10.737%
8 6.479 425 428 430 rBVY 1738495 1867475 100.00% 11.963%
9 6.707 446 448 449 rBV 340380 359446 19.25% 2.303%
10 6.856 459 461 464 rVB 982470 1265686 67.78% 8.108%

11 7.267 494 497 500 rBvV 829655 1025330 54.90% 6.568%
12 7.747 536 539 541 rBV2 30933 40702 2.18% 0.261%
13 7.987 558 560 563 rvB 538994 463279 24.81% 2.968%
14 9.073 652 655 657 rBV 1726543 1812041 97.03% 11.608%
15 9.462 687 689 691 rBvV 313521 246695 13.21% 1.580%

16 9.736 711 713 716 rVB 486950 429137 22.98% 2.749%
17 10.525 780 782 784 rBV 919760 831410 44.52% 5.326%

18 10.650 792 793 798 rVB 21904 36215 1.94% 0.232%
19 10.971 819 821 828 rVB 61500 101032 5.41% 0.647%
20 11.096 831 832 834 rBV 32684 45805 2.45% 0.293%
21 11.211 840 842 845 rVB 353151 330564 17.70% 2.118%
22 11.291 845 849 853 rvB2 12641 25836 1.38% 0.166%
23 11.451 861 863 868 rvB2 14337 25954 1.39% 0.166%
24 11.759 888 890 892 rBV 38846 30436 1.63% 0.195%
25 11.816 892 895 900 rvB 30926 43890 2.35% 0.281%
26 12.799 978 981 983 rBV 1270044 1135336 60.80% 7.273%
27 13.016 994 1000 1004 rBV3 12867 24838 1.33% 0.159%
28 13.119 1007 1009 1017 rBV 56277 100952 5.41% 0.647%
29 13.657 1053 1056 1057 rBV 49072 44464 2.38% 0.285%

30 13.702 1057 1060 1064 rBV 111529 119532 6.40% 0.766%

31 13.839 1069 1072 1074 rBV 413007 419244 22 .45% 2.686%

32 13.977 1083 1084 1086 rVB 49761 36374 1.95% 0.233%
33 14.022 1086 1088 1091 rBV 50335 88147 4.72% 0.565%
34 14.331 1113 1115 1119 rBV2 30848 60384 3.23% 0.387%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.834 1157 1159 1162 rVB 14786 28303 1.52% 0.181%
36 14.925 1165 1167 1170 rBV2 21578 33495 1.79% 0.215%

37 15.211 1189 1192 1195 rBV 282052 306046 16.39% 1.961%

Sum of corrected areas: 15610097
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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\BF071216\

BF088939.D

13 Jul 2016 00:55

UM/SsJ

H3935-18

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088939.D
6|48
1500000 5.30
6.35
1000000 6.86
7.27
500000] 1,79
6.71
5 4.86
o' |\L.88 2.87
L L Ll 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
Abundance TIC: BF088939.D
9|07
1500000
12.80
1000000 10.52
7.99
500000 9.74
0.46 11.21
ARG 10.65 199010 om 45 11762 1352
R e e e e T e R e e i e e TSR R
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088939.D
1500000
1000000
500000
15.21
1418393
O e T
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\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Propane, 1,1-dimethoxy- Concentration Rank 7

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

1.88 5.10 ng 91694 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 72
2 Glvcine 75 C2H5NO02 000056-40-6 9
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
4 1.3-Dioxolane. 2-(chloromethvl)- 122 C4H7CI02 002568-30-1 9
5 Methane, nitroso- 45 CH3NO 000865-40-7 4

Abundance Scan 26 (1.884 min): BF088939.D (-24) (-) m/z 75.10 100.00%
75
5000 45
a9 57 180 200 220
b e e e e || Mz 73.10  70.82%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 L L L R
180 200 220
“ m/z 45.10 38.82%
...,.%ﬁ.,.?‘?‘.‘,....‘,w..‘.,..%.3‘7.,...‘??‘l...,...8.8,....,1.0?..,.
m/z--> 10 20 60 70 80 90 100 110
Abundance
30
180 200 220
5000 m/z 41.05 25.98%
75
45 57 69
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy-
73 1.80 200 220
m/z 47.05 13.74%
5000
45
29
Ll l % er | 101
m/z--> 10 20 30 45 50 60 75 80 90 100 110 180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 R-(-)-1,2-propanediol Concentration Rank 11

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

2.87 2.94 ng 52777 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 64
2 Propvlene Glvcol 76 C3H802 000057-55-6 9
3 Butanenitrile. 2-(methoxvmethoxv) 129 C6H11NO2 1000196-86-5 9
4 Methoxvacetic acid. pentvl ester 160 C8H1603 168920-35-2 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 112 (2.867 min): BF088939.D (-109) (-) m/z 45.10 100.00%
45
5000
61 260 2.80 3.00 320
Ferrrree e e e e e e e m/z 43.10 21.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #944: R-(-)-1,2-propanediol
45
5000 M e e
2.60 2.80 3.00 3.20
29 m/z 61.00 6.14%
19
ST A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
45
260 2.80 3.00 320
5000 m/z 44.10 5.90%
31
15 38 5381 78
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12869: Butanenitrile, 2-(methoxymethoxy) e ma
45 2.60 2.80 3.00 3.20
m/z 42.10 4 _33%
5000
68
% 3g | 57 | 75 84 o1 100 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 260 2.80 3.00 3.20

8270-BF063016.-M Wed Jul 13 15:05:15 2016

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._86 12.12 ng 217798 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 286 (4.856 min): BF088939.D (-284) (-) m/z 43.10 100.00%
a3
59
5000
101 R U L U
51| 83 4.60 4.80 5.00 5.20
S SV U, m/z 59.10 62.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LS UL I
59 460 480 500 5.20
m/z 101.10 22 .66%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 M m/z 58.10 16.02%
68
50 126 14
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime e ERaaEEE L
43 4.60 4.80 5.00 5.20
m/z 41.10 9.80%
5000
101
15 58
28 60 84 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.48 Concentration Rank 1

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

6.48 103.91 ng 1867480 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 428 (6.479 min): BF088939.D (-425) (-) m/z 132.00 100.00%
32
5000 68
40 | 75 0 620 640 6.60 6.80
54 104 . . . .
.,....,....:'!.‘.‘.7,::..??...',..l:.,..f.‘?,....,.'!..,.1.1?.,....,"...,.. m/z 68.10 39.77%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L R AL AR
6.20 6.40 6.60 6.80
0
31 4 Sﬁ 78 m/z 134.00 33.40%
1 | !
mz-> % 90 40 50 80 76 85 90 100 110 130 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 25.77%
63 81
31 38 50 74 88 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R m L EERaan T
132 6.20 6.40 6.60 6.80
m/z 69.10 16.24%
117
5000
39 91
51
27 5 77 105
.,..Jw...jp“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N— e
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.65 2.19 ng 36215 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
2 Oxalic acid. isohexvl neopentvl ... 244 C13H2404 1000309-73-0 64
3 Sulfurous acid. hexvl pentvl ester 236 C11H2403S 1000309-14-1 59
4 Tetradecane 198 C14H30 000629-59-4 56
5 Tridecane 184 C13H28 000629-50-5 56
Abundance Scan 793 (10.650 min): BF088939.D (-792) (-) m/z 57.10 100.00%
57
43 n
5000 85
R ™ 104 10160 1030 1100
“..w...W.U”,..”,.”n,”..,”.........w..”,..” m/z 43.10 69.78%
mz-> 20 60 80 100 120 140 160 180 200 220
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57
43 71
5000 85 LB BULRLE BN LI S
10,40 10.60 10.80 11.00
13 m/z 71.05 63.21%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 71
. ' 10,40 10.60 10.80 11.00
5000 85 m/z 85.10 41.08%
29
117 130 145 160 188 201 229
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90252: Sulfurous acid, hexyl pentyl ester
43 71 85 10.40 10.60 10.80 11.00
m/z 41.10 36.29%
5000
29 ‘
Ll ‘\ 497 111123 137 153 167
mz-> 20 40 60 80 100 120 140 160 180 200 220 1040 10.60 10.80 11.00

8270-BF063016.-M Wed Jul 13 15:05:18 2016

Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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-Dodecyl methacrylate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.97 6.11ng 101032  Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 91

003179-47-3 91
060128-06-5 72

2 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602
3 Cvclopropanecarboxvlic acid. non... 212 C13H2402

4 Cvclopentane. ethvl- 98 C7H14 001640-89-7 38
5 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 38
Abundance Scan 821 (10.971 min): BF088939.D (-819) (-) m/z 69.10 100.00%
9
41
5000
B R e o R IR
10.60 10.80 11.00 11.20
b m/z 87.00 74.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #105675: n-Dodecyl methacrylate
41
69
5000 55 87 T LI LN LR TTT T
10.60 10 80 11. OO 11.20
m/z 41.10 72_.71%
I pryv
R RAmEe ""w"“ R e R Eam
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69 87
a1 B R EE SR e e e
10.60 10.80 11.00 11.20
5000 55 m/z 55.10 42.46%
29 111 140
15 99 127 153 167 183 208 227
T L oo e e e AL B e e i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71112: Cyclopropanecarboxylic acid, nonyl ester I LI o o e e
69 7 10.60 10.80 11.00 11.20
m/z 70.10 40.32%
5000
41
56 126
...,.??.,....,....,...#?.%%?,...Fﬁ?}ﬁﬁ.... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 10-Methylnonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.10 2.77 ng 45805 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 86
2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 86
3 Tetradecane 198 C14H30 000629-59-4 80
4 Tridecane 184 C13H28 000629-50-5 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 832 (11.096 min): BF088939.D (-831) (-) m/z 57.10 100.00%
57
43 71
5000 85
915 192 10.80 11.00 11.20 1140
m/z 43.10 73.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129494: 10-Methylnonadecane
57
43 71
85
5000 B UM RN SN B
10,80 11.00 11.20 11.40
- 99 154 m/z 71.10 67.68%
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
57 AU SRR BN B
10.80 11.00 11.20 11.40
5000 1 o m/z 85.10 44.25%
29 ® 1131271941 182 217
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane . M e
57 10,80 11.00 11.20 11.40
43 m/z 41.10 34 .25%
71
5000 85
29
99
R AL 2V N I LS dichetit=k
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Methacrylic acid, tridecyl ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.66 ng 43890 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methacrvlic acid. tridecvl ester 268 C17H3202 1000340-28-9 91
2 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 90
3 Methacrvlic acid. tetradecvl ester 282 C18H3402 1000340-29-0 78
4 2-Propenoic acid. 2-methvl-. dec... 226 C14H2602 003179-47-3 78
5 5-Hexadecanol 242 C16H340 021078-87-5 53
Abundance Scan 895 (11.816 min): BF088939.D (-892) (-) m/z 69.10 100.00%
87
41
5000 55
111 I B e
165 192 1160 1180 12.00 12.20
m/z 87.10 91.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117479: Methacrylic acid, tridecy! ester
9 87
5000 41 55 11,60 11.80 12.00 12.20

m/z 41.10 63.45%

182

27 169 | 196209 225 250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 69
87 R e
11.60 11.80 12.00 12.20
5000 55 m/z 83.05 47 .37%
27 111
125140 168181195 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129373: Methacrylic acid, tetradecy! ester R A BEAE S B
11.60 11.80 12.00 12.20
m/z 70.10 47.01%
5000

b

196 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknownl13.12 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.12 4.82 ng 100952 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-T1-(1-Hvdroxv-butvD)-cvclopent... 260 C17H2402 097234-38-3 43
2 Cvclopentanecarboxvlic acid. all... 154 C9H1402 178905-33-4 38
3 1.7-Octadien-3-one. 2-methvl-6-m... 150 C10H140 041702-60-7 38
1-(10.10-Dimethvl-3.3-dioxo-3-th... 311 C16H25N03S 1000210-42-6 38
5 Pentane, 1,5-dibromo- 228 C5H10Br2 000111-24-0 35
Abundance Scan 1009 (13.119 min): BF088939.D (-1007) (-) m/z 69.05 100.00%
6p
41
5000
148 RN SUNLRN B
161171 12.80 13.00 13.20 13.40
m/z 41.10 70.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #110936: 1-[1-(1-Hydroxy-butyl)-cyclopentyl]-2-phenyl-ethanon
60
5000 97 RS AR AR BARRE
12. 80 13. 00 13. 20 13.40
m/z 97.00 56.83%
\ m\ 57 1| 79 W\‘ 1009109 149 173 188
miz-> 20 40 60 8 100 120 140 160 180
Abundance
69
12:80 13.00 13.20 13.40
5000 a1 97 m/z 120.00 55.19%
27 55 85 13 195 139 154
miz-> 20 40 60 8 100 120 140 160 180
Abundance #23834: 1,7-Octadien-3-one, 2-methyl-6-methylene- e
41 60 12.80 13.00 13.20 13.40
m/z 91.00 40.84%
93 107 122
- ...‘,..h‘.,.‘l.ﬂh‘...‘.,.u R W e
m/z--> 20 40 60 100 120 140 160 180 nmmmmmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknownl3.66 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
13.66 2.12 ng 44464 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-benzvloxv-2-(4-chloro... 366 C20H15CIN203 303761-04-8 12
2 Carbohvdrazide. N2-(2-benzvloxvb... 298 C17H18N203 1000263-89-4 12
3 Alpha-phenvl-alpha-tropvlacetald... 378 C22H22N202S 022532-16-7 12
4 4-1Imidazolidinone. 5-(phenvimeth... 206 C10H10N20S 006330-09-2 12
5 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 12

Abundance Scan 1056 (13.657 min): BF088939.D (-1053) (-) m/z 91.10 100.00%
91
5000
117
39 65 178 2‘1’7 950 13.40 13.60 13.80 14.00
et by O 2 Tw/z 117.10 25.96%
m/z--> 50 100 150 200 250 300 350
Abundance #194140: Benzene, 1-benzyloxy-2-(4-chloro-3-nitrophenylimi...
a1
5000 L B BN S IR
195 13.40 13.60 13.80 14.00
- m/z 207.10 13.04%
39 0 | 110 140 7 | 229548 275 310 365
m/z--> 50 100 150 200 250 300 350
Abundance
91
| 13.40 13.60 13.80 14.00
5000 m/z 194.10 12 .59%
195
39 © 119 148167 203 268 298
m/z--> 50 100 150 200 250 300 350
Abundance #201520: Alpha-phenyl-alpha-tropylacetaldehyde tosylhydrazone LI e e
il 13.40 13.60 13.80 14.00
m/z 92.00 9.02%
5000
194
65 115
139
3 LIl o a0
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF063016.-M Wed Jul 13 15:05:22 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.70 5.70 ng 119532 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Nonadecene 266 C19H38 018435-45-5 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 1060 (13.702 min): BF088939.D (-1057) (-) m/z 83.10 100.00%

5000

-

13.40 13.60 13.80 14.00
m/z 57.10 96.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosano
55 83

-

5000 LA L L L L L L L L
13.40 13.60 13.80 14.00
m/z 55.10 93.23%
29 139
Il 167182 210 238 266 294
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
L & = =SS,
13.40 13.60 13.80 14.00
5000 11 m/z 97.10 90.09%
29 139

167182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

8

Abundance #131391: n-Nonadecanol-1 I R S
55 13.40 13.60 13.80 14.00
m/z 69.10 86.06%
5000
29
Il 182 210 238 266
 BAaasasazany R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Methadone N-oxide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.02 4.21 ng 88147 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methadone N-oxide 325 C21H27N02 1000120-80-7 64
2 Thiocarbamic acid. N.N-dimethvl.... 311 C19H21NOS 1000192-89-2 59
3 1-Propene. 3-(2-cvclopentenvl)-2... 274 C21H22 1000154-23-3 59
4 5-Methvl-2-phenvlindolizine 207 C15H13N 036944-99-7 50
5 Cyclopentene-1l-carboxylic acid, ... 332 C23H2402 1000159-40-6 45
Abundance Scan 1088 (14.022 min): BF088939.D (-1086) (-) m/z 207.05 100.00%
91 129 207
5000
39 s | ”|8 o81 "' 13.80 14.00 14.20 14.40
|""|""I'||'=“""||"' ..||””|||m|||||” ...!',..“!." m/z 91.00 98.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #165152: Methadone N-oxide
129 207
72
5000 91
13.80 14.00 14.20 14.40
- 178 m/z 129.05 84 .34Y%
42
Sl VS D VI 0 R < L LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
129 207
7 13.80 14.00 14.20 14.40
5000 o1 m/z 206.10 39.34%
51 191
27 106 147 165 224239 311

mﬂmmﬂmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122989: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-diphenyl A s
207 13.80 14.00 14.20 14.40
m/z 128.10 23.28%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 17-Pentatriacontene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.33 2.88 ng 60384 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 83
2 l1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 72
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 58
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 52
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 52
Abundance Scan 1115 (14.331 min): BF088939.D (-1113) (-) m/z 57.10 100.00%
57
5000 Avv\j\lﬁvde\v“”f“jL“”““
L l 139165189 - 14.00 14.20 14.40 14.60
L A ey m/z 43.10 78.17%
m/z--> 50 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83 UL SRR SULRRA B B
14.00 14.20 14.40 14.60
111 m/z 83.10 60.10%
| M\Md “139167196224 267292 321 462 490
m/z--> 5 150 200 250 300 350 460 4éo '
Abundance
57
8 14.00 14.20 14.40 1460
5000 111 m/z 71.10 57.71%
29
139 167 196 224 271 307 UJ_A/\//W
miz-> 50 100 150 200 250 300 350 400 450
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester R R mEEE
57 14.00 14.20 14.40 14.60
m/z 55.10 57.29%
5000 AAFA\ANV«wM’“VA\“JVV/VV\\FhV\
29 83
J“ NJJL 139 196224 269
m/z--> §0 160 1%0 260 250 360 3éo 460 4éo ' 1450 1420 1440 14%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088939.D

Aca On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Octadecane, l-iodo- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14 .93 2.19 ng 33495 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 50
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 43
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 43
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 43
5 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 43
Abundance Scan 1167 (14.925 min): BF088939.D (-1165) (-) m/z 57.10 100.00%
57
85 Mdﬁjbw\nwﬁ\WVV\mAWww
5000 252
113141 Trfrrrryrrrr|yrrrr|yrorror
169 221 14.60 14.80 15.00 15.20
281
...-',I e e 910 70, 86%
m/z--> 50 100 150 200 250 300 350
Abundance #202263: Octadecane, 1-iodo-
57
85
5000 LR DL SR BUURILE U
14.60 14.80 15.00 15.20
253 m/z 85.10 54 _55%
29 113
| | L [T 141 169 197 955 380
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance
57
14,60 14.80 15.00 1520
5000 m/z 43.10 53.50%
i AMNﬂpmwwﬁV“wAﬂfM»’
29
113 141 183 211 239
m/z--> o '55' - 160" "150" "260" "250" ' 560" ' ééo" '
Abundance #117648: Octadecane, 2-methyl- B R B o e T
43 14.60 14.80 15.00 15.20
m/z 252.10 51.57%
71
5000
99
L‘.I‘] J | 127 155 183 225 253
m/z--> 55 160 1%0 260 250 300 3%0 14.60 14.80 15.00 15.20

8270-BF063016.-M Wed Jul 13 15:05:26 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071216\
Data File : BF088939.D

Acq On 13 Jul 2016 00:55

Operator : UM/SJ

Sample - H3935-18

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
Propane, 1,1-dime... 1.88 5.1 ng 91694 1 6.71 359446 20.0
R-(-)-1,2-propane... 2.87 2.9 ng 52777 1 6.71 359446 20.0
2-Pentanone, 4-hy... 4._.86 12.1 ng 217798 1 6.71 359446 20.0
unknown6 .48 6.48 103.9 ng 1867480 1 6.71 359446 20.0
Sulfurous acid, 2... 10.65 2.2 ng 36215 4 11.21 330564 20.0
n-Dodecyl methacr... 10.97 6.1 ng 101032 4 11.21 330564 20.0
10-Methylnonadecane 11.10 2.8 ng 45805 4 11.21 330564 20.0
Methacrylic acid,... 11.82 2.7 ng 43890 4 11.21 330564 20.0
unknown13.12 13.12 4.8 ng 100952 5 13.84 419244 20.0
unknownl3.66 13.66 2.1 ng 44464 5 13.84 419244 20.0
1-Heneicosanol 13.70 5.7 ng 119532 5 13.84 419244 20.0
Methadone N-oxide 14.02 4.2 ng 88147 5 13.84 419244 20.0
17-Pentatriacontene 14 .33 2.9 ng 60384 5 13.84 419244 20.0
Octadecane, l-iodo- 14.93 2.2 ng 33495 6 15.21 306046 20.0
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