LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 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-BF072716.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 1.655 5 6 43 rVB 1019549 2513711 100.00% 15.589%
2 4_.593 259 263 274 rBV 282168 593316 23.60% 3.679%
3 5.061 302 304 329 rBV 936370 1254255 49.90% 7.778%
4 5.473 338 340 347 rVB 25479 32751 1.30% 0.203%
5 6.159 398 400 402 rBVY 1135307 1332744 53.02% 8.265%
6 6.261 407 409 427 rVB 1370895 1487726 59.18% 9.226%
7 6.490 427 429 435 rBV 215403 232580 9.25% 1.442%
8 6.650 441 443 445 rBV 917311 1059209 42.14% 6.569%
9 7.062 477 479 490 rBV 500705 817746 32.53% 5.071%
10 7.782 539 542 544 rBV 218884 284080 11.30% 1.762%

11 8.856 634 636 639 rBV 1344645 1278147 50.85% 7.926%
12 9.256 669 671 674 rBvY 160980 143689 5.72% 0.891%
13 9.519 692 694 697 rBvV 338977 298765 11.89% 1.853%
14 10.308 761 763 765 rBV 563248 631264 25.11% 3.915%
15 10.445 773 775 782 rVB2 30443 41581 1.65% 0.258%

16 10.993 820 823 824 rBV 232257 221860 8.83% 1.376%
17 11.553 868 872 875 rBvV2 85838 107549 4.28% 0.667%
18 12.194 926 928 931 rBV 99649 97520 3.88% 0.605%
19 12.331 938 940 943 rBV 60578 67053 2.67% 0.416%
20 12.422 945 948 950 rBv2 100199 142606 5.67% 0.884%

21 12.571 959 961 964 rBvV 819042 914115 36.37% 5.669%

22 12.959 992 995 1000 rBvV4 20693 54030 2.15% 0.335%
23 13.074 1001 1005 1007 rBVZ2 19298 31392 1.25% 0.195%
24 13.119 1007 1009 1011 rBV 33701 35061 1.39% 0.217%
25 13.165 1011 1013 1016 rBV 363007 335393 13.34% 2.080%
26 13.394 1029 1033 1034 rBV3 27895 63777 2.54% 0.396%
27 13.428 1034 1036 1038 rVV3 44306 63063 2.51% 0.391%

28 13.485 1039 1041 1045 rVVv3 78857 127804 5.08% 0.793%
29 13.611 1049 1052 1058 rBV3 307251 527441 20.98% 3.271%

30 14.125 1094 1097 1100 rBV 27680 50412 2.01% 0.313%
31 14.262 1107 1109 1111 rVB 123508 115026 4.58% 0.713%
32 14.342 1111 1116 1117 rBV5 13258 45141 1.80% 0.280%
33 14.377 1117 1119 1123 rVV 70713 112408 4_47% 0.697%
34 14.468 1125 1127 1129 rVB 33982 35503 1.41% 0.220%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.605 1136 1139 1145 rVB 57051 121999 4._.85% 0.757%

36 14.685 1145 1146 1148 rBV 23545 33008 1.31% 0.205%
37 14.845 1158 1160 1162 rVB 29355 31154 1.24% 0.193%
38 14.891 1162 1164 1166 rVV 39285 55702 2.22% 0.345%
39 14.937 1166 1168 1175 rVB 176499 315328 12.54% 1.956%
40 15.337 1201 1203 1205 rBvV2 26822 37569 1.49% 0.233%
41 15.440 1210 1212 1214 rBvV2 14385 30524 1.21% 0.189%
42 15.634 1227 1229 1232 rVB3 16978 27166 1.08% 0.168%
43 15.817 1243 1245 1254 rVB5 26202 71077 2.83% 0.441%
44 16.125 1269 1272 1274 rBV 18035 40502 1.61% 0.251%
45 16.262 1282 1284 1287 rVVv2 17401 26356 1.05% 0.163%
46 16.331 1287 1290 1296 rVB5 22042 62729 2.50% 0.389%
47 16.548 1305 1309 1313 rVB5 32907 79974 3.18% 0.496%
48 17.337 1375 1378 1383 rVB3 14068 43207 1.72% 0.268%
Sum of corrected areas: 16125013
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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: BF089478.D

1200000 6.1d
1.66

1000000 5.06
800000
600000
400000

4.59
200000

Vad
)]

47

6.65

6.49

7.06

e i e e SENBSSNHMEMESEMESESSSSEMFNSSSMESESUSHMESI & SSNMENMESS S S S E——

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

6.50

7.00 7.50

Abundance TIC: BF089478.D
886

1200000
1000000
800000
600000 10.31

400000 9.52
7.78 10.99

200000 9.26
11.55
10.44

A

12.57

o—"—r " e e e )

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: BF089478.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.59 51.02 ng 593316 1,4-Dichlorobenzene-d4 6.49
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 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 263 (4.593 min): BF089478.D (-259) (-) m/z 43.10 100.00%
43
59
5000
101 RS BUREERRARE LR S
51| 83 420 4.40 4.60 4.80 5.00
o £ S L — m/z 59.10 64.38%
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
59 420 4.40 4.60 4.80 5.00
m/z 101.10 24 . 73%
15 31 101
0 ‘ Tl Ly 51 . 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 4.40 460 4.80 5.00
5000 M m/z 58.10 15.81%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R ARam e
43 420 4.40 4.60 4.80 5.00

m/z 41.10 9.78%

5000
101
15 58
e e e | A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 15

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

5.47 2.82 ng 32751 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 78
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 50
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 8-Aminocaprylic acid 159 C8H17NO2 001002-57-9 9

Abundance Scan 340 (5.473 min): BF089478.D (-338) (-) m/z 73.10 100.00%
43 73
5000
55 e 100 U5 520 540 560 580
Ob e e et | M/Z 43.05  96.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13498: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 U UL UL N L
520 5.40 5.60 5.80
m/z 115.10 12.35%
0 2 57y, % e | 83g 100105115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73
520 540 560 580
5000 58 m/z 41.10 12.08%
15
51
G s R UL RS IR I R RS R WS RAARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7758: 1-Methoxyethanimine, N-acetyl- e e
43 520 5.40 5.60 5.80
100 m/z 39.10 8.56%
5000
115
o 29 37 || 515861 B798501 | 107
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 520 540 560 580

8270-BF072716.M Mon Aug 01 19:40:18 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 4 unknown6.26 Concentration Rank 2

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

6.26 127.93 ng 1487730 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 409 (6.261 min): BF089478.D (-407) (-) m/z 132.00 100.00%
5000 68
40 % J 600 6.20 640 6.60
54 : . . .
ol Qe [ sus Y m/z 68.10 43.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
31 51 78 m/z 134.00 32.88%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
600 6.20 640 6.60
5000 m/z 66.10 28.05%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 18.04%
5000 98 116
o -‘-“‘. 89 .‘Fﬂpf‘-“. 18189 I LN |
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF072716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.44 3.75 ng 41581 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 10-MethvlInonadecane 282 C20H42 056862-62-5 86
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
4 Octacosane 394 C28H58 000630-02-4 80
5 Heneicosane 296 C21H44 000629-94-7 78
Abundance Scan 775 (10.445 min): BF089478.D (-773) (-) m/z 57.10 100.00%
g7
43
5000 85
13 155 1gs 020 1040 10,60 1080
(o} m/z 43.05 70.01%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117637: Nonadecane
57
71
5000 LN BRI B SULLLN UL
mmmmmmmm
9 m/z 71.05 68.60%
o 2 113127141155169183197
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
71
85 10.20 10.40 10.60 10.80
5000 a m/z 85.10 46.80%
99 154
oLz 113157 267
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57 10.20 10.40 10.60 10.80
m/z 41.10 34 .55%
71
5000 4 85
‘ 9 113 154168
0 A Loy Tyt L 183197211225239253 281295
m/z--> 25 4b eb éo 160 150 140 1éo 180 200 220 240 260 280 300 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.55 9.70 ng 107549 Phenanthrene-d10 10.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 872 (11.553 min): BF089478.D (-868) (-) m/z 73.10 100.00%
78
43 60
5000 129
97
213 L L o e e
115 mﬁm”mm922 256 nmumnmnm
(o} m/z 60.00 81.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L DAL IS BN B
nmnmnmum
m/z 43.05 75.91%

213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73

11. 20 11. 40 11. 60 11.80

5000 129 m/z 57.10 71.28%
29 g7
115 @ 143 199 242
101 157171185
oL 15 213226

LN B s e AR RARRRE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid

60 73 11.20 11.40 11.60 11.80

m/z 55.10 64 .19%

43
5000 12
. 185 228
\ ‘ ﬁ }01115 143157171 ‘ 199
0.. L m\ Ll | 213

m/z--> 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.33 2.54 ng 67053 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 940 (12.331 min): BF089478.D (-938) (-) m/z 73.00 100.00%
7B
5
5000 129
12.00 12.20 12.40 12.60
0 m/z 43.10 96.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
357 73
5000 129 RN BN IR
12.00 12.20 12.40 12.60
m/z 60.00 86.17%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12)00 12)20 12!40 12feo !
5000 129 m/z 57.10 72.46%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid RS R R T
3 78 12.00 12.20 12.40 12.60
57 m/z 55.10 69.81%
5000 129
29
199
Lji 143157171185 242
oL15 S

’ I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Ethanol, 2-butoxy-, phospha... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.17 12.72 ng 335393 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 91
2 2.5-Hexanediol 118 C6H1402 002935-44-6 35
3 2H-Pvran. tetrahvdro-2-I(2-nitro... 259 C13H25N04 1000188-29-8 16
4 Hexvl isobutvl carbonate 202 C11H2203 959067-98-2 14
5 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 10
Abundance Scan 1013 (13.165 min): BF089478.D (-1011) (-) m/z 57.10 100.00%
g7
5000
12.80 13.00 13.20 13.40
0 m/z 45.10 64 .45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210990: Ethanol, 2-butoxy-, phosphate (3:1)
57
85
5000 125 AR U SN B
12.80 13.00 13.20 13.40
1583 199 ... m/z 56.10 60.02%
29 299
' I“M,lyzf , ‘. A 2% 525 3%5 399
m/z--> 50 100 150 200 250 300 350 400
Abundance
45
AUAABAARARRARARAARARRES
85 12.80 13.00 13.20 13.40
5000 m/z 85.10 53.10%
0 65
m/z--> 50 100 150 200 250 300 350 400
Abundance #109794: 2H-Pyran, tetrahydro-2-[(2-nitrooctyl)oxy]-, (R*,... T R
85 12.80 13.00 13.20 13.40
m/z 125.00 43.38%
5000 56
29
ol b ’ | M1 157 200 258 o
m/z--> 50 100 150 200 250 300 350 400 1280 13.00 13.20 1340 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl13.39 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.39 2.42 ng 63777 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvfluthrin 433 C22H18CI2FNO3 068359-37-5 35
2 T1.2.41Triazololl.5-alpvrimidine... 163 C7HIN5 007135-02-6 27
3 Benzamide. 2-(1-methvlethvI)- 163 C10H13NO 056177-33-4 25
4 3.5.6-Trimethvl-triazolol3.4-clt... 163 C7H9N5 061139-80-8 22
5 Silane, triethoxyethyl- 192 C8H2003Si 000078-07-9 22

Abundance Scan 1033 (13.394 min): BF089478.D (-1029) (-) m/z 163.10 100.00%
143
228
5000
87 115 14
| ” || 13.00 13.20 13.40 13.60 13.80
0 L o B B B m/z 228.10 61.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #222983: Cyfluthrin
163
206
5000

13.00 13.20 13.40 13.60 13.80
m/z 227.10 36.99%

227
| % 261283305 333356 _ 397 433

0..waua,me.vﬂW??\ SR ey
m/z--> 50 100 150 200 250 300 350 400
Abundance
163
13.00 13.20 13.40 13.60 13.80
5000 m/z 226.10 35.72%
124
42 67 oo
op it A
m/z--> 50 100 150 200 250 300 350 400
Abundance #32837: Benzamide, 2-(1-methylethyl)- e ma
51 77 131 163 13.00 13.20 13.40 13.60 13.80
m/z 55.10 28.64%
102
5000
0 o e
m/z--> 50 100 150 200 250 300 350 400 13. 00 13. 20 13. 40 13 60 13 80

8270-BF072716.M Mon Aug 01 19:40:25 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl13.43 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.43 2.39 ng 63063 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 2-(cvano)(2.4.6-t... 300 C17H20N203 1000267-71-7 49
2 Ethvl 4-hvdroxv-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 46
3 2-Ethvlidene-hvdrazono-3-methvl-... 239 C10H10CIN3S 1000148-08-4 38
4 Morphinan-6-one. 4.5-epoxv-3-hvd... 285 C17H19NO3 000466-99-9 35
5 Phosphine, 3-butenyldiphenyl- 240 C16H17P 004124-07-6 30
Abundance Scan 1036 (13.428 min): BF089478.D (-1034) (-) m/z 239.15 100.00%
39
285
5000
300 " 13.20 13140 13.60 13.80
0! m/z 285.20 52.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #144530: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylami...
239
43
5000 285 HRISR AL BN SRR B
183 13.20 13.40 13.60 13.80
1 197515 254 m/z 197.10 42 _15%
7 ‘ 11513 156 ‘ ‘ 300
0 e "l""*"?g""”l"“'|W"‘“‘| 4 IIMH\ \‘H\ \H‘ l‘:n‘l::nl:h‘n: |||‘= |2|7|]|-||‘|||| -
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
239 A
" 1320 13140 13.60 13.80
5000 285 m/z 105.00 31.88%
170
oL 29 53 69 87 114 137156 185 211 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92820: 2-Ethylidene-hydrazono-3-methyl-5-chloro-2,3-dihyd... N R EEmE R S S
239 13.20 13.40 13.60 13.80
m/z 240.20 24 .71%
5000 197
170
108 4 ‘ 224
N IR N i I8 RN Wl SRR | W—
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1320 1340 13.60 13.80

8270-BF072716.M Mon Aug 01 19:40:26 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Heptafluorobutyric acid, n-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.49 4.85 ng 127804 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 92
Abundance Scan 1041 (13.485 min): BF089478.D (-1039) (-) m/z 57.10 100.00%
g7 83
5000 11
139 167 200 230 13.20 13.40 13.60 13.80
ol by - | m/z 83.10 99.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57 83
5000 LI B B BN SRR
1 13.20 13.40 13.60 13.80
29 169 m/z 55.10 98.25%
0! [ | 1?6 241 392
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 SRR BN BN BN
13.20 13.40 13.60 13.80
5000 111 m/z 43.10 94 .80%
29 139 169 o9 255 406 f/LAA\,ANwa[\-¢Avvva\f«~
O o e S ot T T ma ST A
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane el Emmas R S
57 13.20 13.40 13.60 13.80
97 m/z 69.10 89.70%
5000
29 125
0 ‘ | “ L 154 196 224 269 320
m/z--> % 100 ﬁo ﬁ 250 300 350 400 13.20 13.40 13.60 13.80

8270-BF072716.M Mon Aug 01 19:40:27 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 1,3-Benzenedicarboxylic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.26 4.36 ng 115026 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 50
2 Bromoacetic acid. 2-ethvlhexvl e... 250 C10H19Br02 068144-73-0 27
3 Diisooctvl phthalate 390 C24H3804 000131-20-4 22
4 Bis(2-ethvlhexvl) phthalate 390 C24H3804 000117-81-7 22
5 Carbonic acid, propargyl 2-ethyl... 212 C12H2003 1000357-90-9 14
Abundance Scan 1109 (14.262 min): BF089478.D (-1107) (-) m/z 70.10 100.00%
70
149
5000 112 261
167
R e R
279 14.00 14.20 14.40 14.60
ol ~.|l Al ]|94J b \ B s m/z 149.00 64.44%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149167 261
5000 LA B SR
14.00 14.20 14.40 14.60
279 m/z 112.10 45_15%
oL L Lm93\‘ 131 | | 189 232 | | 304 333 361
m/z--> 50 100 150 200 250 300 350
Abundance
70
14.00 14.20 14.40 14.60
5000 m/z 261.20 38.86%
41 112
0 93 152 193
m/z--> 50 100 150 200 250 300 350
Abundance #207658: Diisooctyl phthalate
149 14.00 14.20 14.40 14.60
m/z 57.10 35.41%
- //\—/\J\_AJV\/L/J\
167
) 83 104422 | 279
m/z--> 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF072716.M Mon Aug 01 19:40:28 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 14 unknownl4.34 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.34 2.86 ng 45141 Perylene-di12 14 .95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole. 2-methvl- 149 C8H7NS 000120-75-2 11
2 Benzothiazole. 2-butvl- 191 C11H13NS 054798-95-7 10
3 2-Formvlbenzeneboronic acid 150 C7H7BO0O3 040138-16-7 10
4 Phthalic acid. cvclohexvimethvl ... 366 C23H2604 1000315-70-9 10
5 2,4,7,14-Tetramethyl-4-vinyl-tri... 290 C20H340 1000193-31-2 10

Abundance Scan 1116 (14.342 min): BF089478.D (-1111) (-) m/z 149.00 100.00%
149
5000
57 127 241
42 81 94 113 171 202 226 258 — LI M I
189 14.00 14.20 14.40 14.60
0 m/z 127.10 38.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23558: Benzothiazole, 2-methyl-
149
5000
14.00 14.20 14.40 14.60
o 108 m/z 241.10 36.59%
1528 45 | 8295 | 12133, |
m/z--> 25 Jo eb éo 160 120 150 160 180 200 220 250 2éo
Abundance
149
14.00 14.20 14.40 14.60
5000 m/z 57.10 36.42%
6 162
o 45 82 95108121135 176 191
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #24281: 2-Formylbenzeneboronic acid R R B e B
149 14.00 14.20 14.40 14.60
77 m/z 258.10 35.85%
104
5000 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60

8270-BF072716.M Mon Aug 01 19:40:29 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.38 7.13 ng 112408 Perylene-d12 14 .95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Hexadecanamide 255 C16H33N0 000629-54-9 43
3 Dodecanamide 199 C12H25N0 001120-16-7 43
4 Cvclohexanecarboxamide 127 C7H13NO 001122-56-1 43
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 38

Abundance Scan 1119 (14.377 min): BF089478.D (-1117) (-) m/z 59.10 100.00%

5000

8397 126 L L e
12120 145 165 185 208 240255 g 14.00 14.20 14.40 14.60

0 m/z 72.10 75.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 | LA BLARL LI N L L B

14.00 14.20 14.40 14.60
m/z 55.05  52.24%

81
98 112126140154 170184198 221 238 264 281

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R RN REE s
14.00 14.20 14.40 14.60
5000 m/z 43.10 38.25%

43

o 29 86 100114128142156170184198212226240 255
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60439: Dodecanamide A REaRE RS
50 14.00 14.20 14.40 14.60
m/z 41.10 37.15%
5000

86 100114126142156170184199

o,,”;,, e N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 00 14. 20 14. 40 14.60

8270-BF072716.M Mon Aug 01 19:40:30 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl5.34 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.34 2.38 ng 37569 Perylene-di12 14 .95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.5-Diethvitridecane 240 C17H36 1000360-41-3 35
2 Hexadecane. 1-bromo- 304 C16H33Br 000112-82-3 35
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 27
4 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 27
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 27
Abundance Scan 1203 (15.337 min): BF089478.D (-1201) (-) m/z 57.10 100.00%
5000
4 197 255 T I e e
215 233 285 15.00 1520 1540 15.60
o} m/z 71.10 74.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94349: 5,5-Diethyltridecane
57
85
5000 VAR UL U RS
4 127 mmmmmmmm
a3 211 m/z 137.10 70.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
15.00 15.20 15.40 15.60
5000 135 m/z 173.05 65.95%
85
41
ol 26 113 131169 101207 225 304
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57 15.00 15.20 15.40 15.60
m/z 85.10 59.46%
85
5000 4
‘ 113 140 182
Obrrrprrrellh e b e e L 295 T 205 26 e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1500 1520 1540 15.60

8270-BF072716.M Mon Aug 01 19:40:31 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl15.82 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.82 4.51 ng 71077 Perylene-di12 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220

1000197-08-4 43

2 2.5.5.8a-Tetramethvl-4-methvlene. ..

206

C14H220

3 .beta.-iso-Methvl i

onone 206 C14H220

093175-76-9 32
1000285-40-2 32

4 Phenol. 2.5-bis(1.1-dimethvlethvI)- 206 C14H220 005875-45-6 27
5 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 27
Abundance Scan 1245 (15.817 min): BF089478.D (-1243) (-) m/z 191.15 100.00%
191
81 95
5000
279 I L o
217231 15.60 15.80 16.00 16.20
o} m/z 81.10 56.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191
5000 43 TTTT TTTT TTTT TT T T TT
15 60 15. 80 16. OO 16. 20
123 0
91]D7 ‘ 149 206 m/z 95.10 55.27%
08P A 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
123 191
B i R e
15.60 15.80 16.00 16.20
5000 43 137 206 m/z 69.10 47 .48%
g9 0109 163177
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66096: .beta.-iso-Methyl ionone L B T
191 15.60 15.80 16.00 16.20
m/z 136.10 36.85%
5000{ 28
43 135 163
69 149
. | 2 gy |
|'“'v“'w'“w'“|“'|“'w'“"“'w“'"“"”"“|““|“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20

8270-BF072716.M Mon Aug 01 19:40:32 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl6.33 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.33 3.98 ng 62729 Perylene-di12 14 .95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. 7-methvloct-3-vn-... 330 C20H2604 1000315-42-5 35
2 Pvridine. l-acetvl-5-(3.4-dihvdr... 192 C11H16N20 054966-57-3 32
3 Benzothiazole. 2-methvl- 149 C8H7NS 000120-75-2 25
4 3-0X0-18-NOR-ENT-ROS-4-ENE-15.be... 346 C22H3403 1000146-56-5 22
5 Phthalic acid, 2-ethylhexyl 3-me... 368 C23H2804 1000315-51-5 22
Abundance Scan 1290 (16.331 min): BF089478.D (-1287) (-) m/z 149.00 100.00%
149
5000 95
¥ e 101 245
3 15 13¢ | 167 21723t 282 16.|00 16.|20 16.|40 16.I60 '
0 m/z 95.10 35.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #169316: Phthalic acid, 7-methyloct-3-yn-5-yl propyl ester
149
5000 RN SN B B

16.00 16.20 16.40 16.60
m/z 55.10 33.83%

191

27 43 65 81 107123 | 173 7| 209 287
R i e R ARS s RAREs B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
B R REmEsEEEE R
192 16.00 16.20 16.40 16.60
5000 m/z 191.10 29.59%
43 122
so 108 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23558: Benzothiazole, 2-methyl- R R mEEE L
149 16.00 16.20 16.40 16.60
m/z 81.10 26.99%
5000
108
28 4’\5 \\‘ 122 |
,,,,,,,,, AR R A RRA R e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 00 16. 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl6.55 Concentration Rank 8

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

16.55 5.07 ng 79974 Perylene-di12 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthranilic acid. N-(o-fluorophe... 231 C13H10FNO2 000054-58-0 18
2 4" -Fluorodiphenvlamine-2-carboxv... 231 C13H10FNO2 000054-60-4 18
3 5-(1-BenzoxazolvD)-2(1H)-pvrimid... 213 C11H7N302 349488-95-5 14
4 2-Chloroethvl p-tolvlcarbamate 213 C10H12CINO2 074552-28-6 11
5 Glutaric acid, ethyl 2-iodobenzy... 376 C14H17104 1000376-87-5 11
Abundance Scan 1309 (16.548 min): BF089478.D (-1305) (-) m/z 43.10 100.00%

ile]
107
159 213
91
5000 71 134 185

16.20 16.40 16.60 16.80
O R ARARAE m/z 57.10 84 .34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86719: Anthranilic acid, N-(o-fluorophenyl)-

3

5000

16!20 16.I40 16!60 16.80
m/z 107.05  81.93%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
213
R B
- 185 231 16.20 16.40 16.60 16.80
5000 m/z 105.10 78.23%
75
51 157
107 133
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71828: 5-(1-Benzoxazolyl)-2(1H)-pyrimidinone e REREE
159 213 16.20 16.40 16.60 16.80
m/z 213.20 76.25%
63
5000
144
38 103 185
78 1 A
o SMERSSREMMNEES
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.20 16.40 16.60 16.80

8270-BF072716.M Mon Aug 01 19:40:34 2016 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089478.D

Aca On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample : H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknownl7.34 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.34 2.74 ng 43207 Perylene-di12 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 47
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 43
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 38
4 Borane. diethvl(decvloxv)- 226 C14H31BO 1000152-34-3 38
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 38
Abundance Scan 1378 (17.337 min): BF089478.D (-1375) (-) m/z 57.10 100.00%
57
71
85
5000 43

98 113124136 155 189 s A
17.00 17.20 17.40 17.60

0,,|,|, m/z 71.10 73.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38344: Decane, 3,8-dimethyl-
57

43 71 s A
85 17.00 17.20 17.40 17.60

29 m/z 85.10 54 .85%

99 113 141
o ‘ | | 127 7" 155 169

T T T T T e T e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

5000

57
e
43 17.00 17.20 17.40 17.60
5000 o m/z 43.10 45.87%
29 85
o 98 113126 149 155
T e S L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48853: Dodecane, 3-methyl- R R RS S
57 17.00 17.20 17.40 17.60
m/z 55.10 27 .78%
43
5000 71
85
29
99 155
o | L ‘ | 113126 ‘\ 184
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.00 17.20 17.40 17.60

8270-BF072716.M Mon Aug 01 19:40:35 2016 Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073116\
Data File : BF089478.D

Acq On : 31 Jul 2016 18:48

Operator : UM/SJ

Sample - H4265-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.59 51.0 ng 593316 1 6.49 232580 20.0
2-Pentanone, 4-me... 5.47 2.8 ng 32751 1 6.49 232580 20.0
unknown6 .26 6.26 127.9 ng 1487730 1 6.49 232580 20.0
Nonadecane 10.44 3.8 ng 41581 4 10.99 221860 20.0
n-Hexadecanoic acid 11.55 9.7 ng 107549 4 10.99 221860 20.0
Octadecanoic acid 12.33 2.5 ng 67053 5 13.61 527441 20.0
Ethanol, 2-butoxy... 13.17 12.7 ng 335393 5 13.61 527441 20.0
unknown13.39 13.39 2.4 ng 63777 5 13.61 527441 20.0
unknown13.43 13.43 2.4 ng 63063 5 13.61 527441 20.0
Heptafluorobutyri... 13.49 4.8 ng 127804 5 13.61 527441 20.0
1,3-Benzenedicarb... 14.26 4.4 ng 115026 5 13.61 527441 20.0
unknownl14 .34 14 .34 2.9 ng 45141 6 14.95 315328 20.0
9-Octadecenamide, ... 14.38 7.1 ng 112408 6 14.95 315328 20.0
unknownl15.34 15.34 2.4 ng 37569 6 14.95 315328 20.0
unknownl15.82 15.82 4.5 ng 71077 6 14.95 315328 20.0
unknown16.33 16.33 4.0 ng 62729 6 14.95 315328 20.0
unknown16 .55 16.55 5.1 ng 79974 6 14.95 315328 20.0
unknownl7.34 17.34 2.7 ng 43207 6 14.95 315328 20.0
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