LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 height area % max. total
1 1.712 9 11 47 rVB 425764 898669 65.18% 7.459%
2 4._707 270 273 281 rBvY 40487 67476 4_89% 0.560%
3 5.164 311 313 331 rBVY 855635 1227748 89.04% 10.190%
4 6.239 405 407 414 rBV 1010447 1306808 94.78% 10.846%
5 6.342 414 416 419 rBVY 818139 1183348 85.82% 9.822%
6 6.582 434 437 448 rVB 207337 259279 18.80% 2.152%
7 6.730 448 450 453 rBY 900064 916005 66.43% 7.603%
8 7.153 485 487 502 rBVY 616538 824628 59.81% 6.844%
9 7.862 547 549 560 rBY 384133 387451 28.10% 3.216%
10 8.947 641 644 646 rBvV 1174077 1378828 100.00% 11.444%

11 9.336 676 678 681 rBvV 139893 163057 11.83% 1.353%
12 9.610 699 702 704 rBV 365995 382729 27.76% 3.177%
13 10.388 768 770 773 rBV2 434542 642698 46.61% 5.334%

14 10.525 781 782 787 rVB 17421 24572 1.78% 0.204%
15 10.971 819 821 823 rBV 19479 19837 1.44% 0.165%
16 11.085 829 831 841 rVB 246842 326220 23.66% 2.708%
17 12.285 934 936 939 rBB 16497 15369 1.11% 0.128%
18 12.502 953 955 958 rBv2 157338 160734 11.66% 1.334%
19 12.582 961 962 964 rVB 24119 17927 1.30% 0.149%
20 12.662 967 969 972 rBV 847959 810213 58.76% 6.725%
21 13.211 1015 1017 1019 rBV 91899 86058 6.24% 0.714%
22 13.257 1019 1021 1025 rVB 12120 21113 1.53% 0.175%
23 13.371 1029 1031 1033 rBV 16219 14724 1.07% 0.122%
24 13.577 1047 1049 1057 rBV 46319 81038 5.88% 0.673%
25 13.702 1057 1060 1067 rVvVv 242810 273395 19.83% 2.269%
26 13.897 1075 1077 1079 rBV 17792 17365 1.26% 0.144%
27 14.011 1085 1087 1092 rVB 9655 14023 1.02% 0.116%
28 14.194 1101 1103 1110 rBV3 12407 38398 2.78% 0.319%
29 14.491 1124 1129 1132 rBV2 20298 31496 2.28% 0.261%
30 14.685 1144 1146 1151 rBV 10746 25839 1.87% 0.214%
31 14.777 1152 1154 1156 rBV 22031 21347 1.55% 0.177%
32 15.040 1175 1177 1180 rVV 159986 239093 17.34% 1.984%
33 15.097 1180 1182 1184 rVB 18781 24859 1.80% 0.206%
34 15.451 1210 1213 1216 rBV 16703 26446 1.92% 0.219%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF072016-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.862 1246 1249 1256 rVB2 11737 24907 1.81% 0.207%
36 16.343 1287 1291 1295 rBV3 6056 15469 1.12% 0.128%
37 16.743 1322 1326 1327 rBV 9096 20165 1.46% 0.167%
38 16.777 1327 1329 1332 rVV2 10317 20690 1.50% 0.172%
39 16.891 1336 1339 1344 rVV3 8725 20135 1.46% 0.167%
40 16.994 1346 1348 1355 rVB7 5494 18238 1.32% 0.151%

Sum of corrected areas: 12048394
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089263.D

6.24
1000000
6.73

5.16 6.34
800000

7.15
600000

1.71
400000

6.58
200000

4,71
O L o e e o e e e e e e e e A B e L R e o e e B e |
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: BF089263.D

8(95

1000000

12.66
800000

600000

10.39
400000 7.86 9.61

11.08
200000 9.34 12.50 £

1321
1052 109 12.28 2.5 1hv8.37

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: BF089263.D

1000000

800000

600000

400000

13.70
200000 15.04

qmmmg%ﬂﬂﬂﬁkﬁ 15.45 1586 16.34  1E7818999

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\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 7

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

4.71 5.20 ng 67476 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetone 58 C3H60 000067-64-1 9
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 273 (4.707 min): BF089263.D (-270) (-) m/z 43.10 100.00%
a3
59
5000
101 TR
| 83 440 4.60 4.80 5.00
o NSOV NS~ RN E—. m/z 59.10 62.04%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SO SRR
440 4.60 4.80 5.00
59 m/z 101.00 23.78%
0 7 5 s e ey O
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
4.40 460 480 500
5000 m/z 58.10 16.54%
15
58
) 27
e R RS I RS UL UL RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime A ma R R L B
43 440 4.60 4.80 5.00
m/z 41.10 10.21%
5000
101
15 58
0 28 37/l =1 69 84 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 3 unknown6.34 Concentration Rank 1

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

6.34 91.28 ng 1183350 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 416 (6.342 min): BF089263.D (-414) (-) m/z 132.00 100.00%
32
5000 e8
96
40 48 54 62 | I | 104 6.00 6.20 6.40 6.60
oY S 1. S Y PRS- [ S 0 | m/z 68.10 51.96%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o SERARSERRARERARAE RARRS S
6.00 6.20 6.40 6.60
21 70 m/z 66.05 33.64%
o w7 e | 105 me |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 104 6.00 620 6.40 6.60
5000 m/z 134.00 31.58%
78
31 35 ,, 51
e R RS RS RS RS LR AR SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.00 6.20 6.40 6.60
m/z 69.10 21.04%
5000
33 44 o g7 105
0 \5\:!-‘ 60\ 78‘ 86 ‘\ 115 ]
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 5 Hexadecanoic acid, 1,1-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.50 11.76 ng 160734 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 81
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 58
3 n-Butyl laurate 256 C16H3202 000106-18-3 58
4 Dodecanoic acid tert-butyl ester 256 C16H3202 007143-18-2 53
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27
Abundance Scan 955 (12.502 min): BF089263.D (-953) (-) m/z 56.10 100.00%
56
5000, 4t
| \ VL 239257 o o B E
185 | 218 : : : :
O prrrrtls ,|..l|.. B m/z 57.10 60.75%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000{ 4 --u----u---Aﬁ----u--A-u
73 12.20 12.40 12.60 12.80
m/z 43.10 49.69%
o2 ‘ L7112 e 185 213 2§9 2?7 281 312
m/z--> 20 45 60 80 100 150 150 160 180 200 220 240 260 280 300
Abundance
56
12.20 12,40 12.60 12.80
5000 44 m/z 41.10 49.66%
73 129 257
o 26 101 157 185 213 239 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107543: n-Butyl laurate Tt .’./\, o RRLEE
56 12.20 12.40 12.60 12.80
m/z 55.10 38.99%
41
5000 201
73 183
129 157
0 I""‘I""‘ “ \”\ ‘H \Ml:ll'lg ||‘|||||||‘ - .‘...“....2.2.7.. ..2.?6....|....|....| P AR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 Butyl myristate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.21 6.30 ng 86058 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butyl myristate 284 C18H3602 000110-36-1 59
2 Nipecotic acid 129 C6H11NO2 000498-95-3 50
3 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30 041977-39-3 27
4 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27
Abundance Scan 1017 (13.211 min): BF089263.D (-1015) (-) m/z 56.10 100.00%
56
5000 41
129 267 285 DN R R B fT"
|| 143 17180 241 12.80 13.00 13.20 13.40 13.60
Obrrrrr il b m/z 57.10 65.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000
41 229 12.80 13.00 13.20 13.40 13.60
73 211 m/ 43.10 44 _89%
‘ ‘ 7101 129143 185 284 ‘ 0
I | I 171 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
12.80 13.00 13.20 13.40 13.60
5000 m/z 41.10 43.97%
30 84 129
101
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69593: Cyclopropane, 1-(1-methylethyl)-2-nony!-
56 12.80 13.00 13.20 13.40 13.60
m/z 55.10 40.88%
5000
41
. | 97111 154 180 210
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 | | 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 7 Oxalic acid, cyclobutyl hep... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.58 5.93 ng 81038 Chrysene-di12 13.70

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 90
2 Oxalic acid, cyclobutyl hexadecy... 368 C22H4004 1000309-70-6 86
3 n-Tetracosanol-1 354 C24H500 000506-51-4 76
4 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 72
5 1-Hexacosanol 382 C26H540 000506-52-5 68
Abundance Scan 1049 (13.577 min): BF089263.D (-1047) (-) m/z 57.10 100.00%

57
83
5000
111
13.20 13.40 13.60 13.80
o m/z 43.10 80.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #203491: Oxalic acid, cyclobutyl heptadecyl ester
55
5000

13.20 13.40 13.60 13.80

83 m/z 71.10 66.03%
29 111
| L LT 139 283
O e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
13.20 13.40 13.60 13.80
5000 m/z 55.10 63.62%
29 83
o 111 149167 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1
43 13.20 13.40 13.60 13.80
m/z 83.10 59.64%
5000 83
18
o [l fe 140 168 196 238 266 308 336
e et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80

8270-BF072016.-M Mon Jul 25 17:28:55 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 8 2-methyltetracosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.19 2.81 ng 38398 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyltetracosane 352 C25H52 1000376-72-6 78
2 Tetratetracontane 619 C44H90 007098-22-8 72
3 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 72
4 Tritetracontane 605 C43H88 007098-21-7 72
5 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 72
Abundance Scan 1103 (14.194 min): BF089263.D (-1101) (-) m/z 57.10 100.00%
57
5000
97
‘ I 207 13.80 14.00 14.20 14.40 14.60
Ol“'wl“'w'“l“'w““'w'“l“'w'“'w'“l“'w'“'w'“l“' m/z 71.10 72.90%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185534: 2-methyltetracosane
57
5000
13.80 14.00 14.20 14.40 14.60
99 m/z 43.10 62 .36%
ol 280 h‘ \\ M | 141 183 225 267 309
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 47 .57%
97
ol 26 141 183 225 267 309 351 393 435 491 535 574 617
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester 1| N SN A W—
43 13.80 14.00 14.20 14.40 14.60
m/z 69.10 29.24%
5000
85
ol } ‘ | 125 169203 ‘\
mz-> 0 50 160 1éo 200 250 300 350 400 450 500 550 600 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 9 Sulfurous acid, dodecyl 2-p... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.49 2.63 ng 31496 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 90
2 Hentriacontane 437 C31H64 000630-04-6 90

3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 90
4 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 86

5 Tritetracontane 605 C43H88 007098-21-7 83
Abundance Scan 1129 (14.491 min): BF089263.D (-1124) (-) m/z 57.05 100.00%
57
85
5000 /\
l "1}3 207 14.20 14.40 14.60 14.80
o Ly 4 m/z 71.10 76.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #137569: Sulfurous acid, dodecyl 2-propy! ester
43
5000 1
14.20 14.40 14.60 14.80
o7 m/z 43.10 62.98%
ol Lyl 1 22 188 232
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 60.29%
113 141 169
0 197 225 253 281 309 337 365 437
T T T T T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57 14.20 14.40 14.60 14.80
m/z 55.10 24 .10%
5000
85
29
T T T T e
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 10 Perylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.69 2.16 ng 25839 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 81
2 Benzo[a]pyrene 252 C20H12 000050-32-8 74
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 74
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 74
5 Benzo[e]pyrene 252 C20H12 000192-97-2 74

Abundance Scan 1146 (14.685 min): BF089263.D (-1144) (-) m/z 252.10 100.00%

2

5000

14.40 14.60 14.80 15.00
m/z 253.10  27.75%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214: Perylene

5000
14.40 14.60 14.80 15.00

m/z 250.10 24 .19%

150 174 200 224

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance I\
252
14.40 14.60 14.80 15.00
5000 m/z 126.00 18.43%
126
228
o 41 57 83 97112 149 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
252 14.40 14.60 14.80 15.00
m/z 125.10 18.13%
5000
112126
HW.H.P”.P”.P”.P”.“”.P”..”..”..”..”.“....up.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 11 Tetrapentacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

15.45 2.21 ng 26446 Perylene-di12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane 759 C54H110 005856-66-6 80
2 Tetratetracontane 619 C44H90 007098-22-8 72
3 Octacosane 394 C28H58 000630-02-4 72
4 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 64
5 Heptadecane 240 C17H36 000629-78-7 59

Abundance Scan 1213 (15.451 min): BF089263.D (-1210) (-) m/z 57.10 100.00%

g7
5000

15.20 15.40 15.60 15.80
Obrh; ...|!!|.".'. 28 A e | W72 71.10  88.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #243297: Tetrapentacontane
57
5000

15.20 15.40 15.60 15.80
m/z 43.10 65.38%

\‘ ‘ h\ h H H 183

o J\“‘???267309351393435477519561603645687 758
e T T T A T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance
57
R B s e
15.20 15.40 15.60 15.80
5000 m/z 85.10 63.15%

97
141183 253 309351 407 477 533575618

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #209565: Octacosane

57 15.20 15.40 15.60 15.80

m/z 55.00 27.68%
5000
99
o | 14118325 261 337 394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 12 Tridecanol, 2-ethyl-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.86 2.08 ng 24907 Perylene-d12 15.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 72
2 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 72
3 Octacosane 394 C28H58 000630-02-4 59
4 Tetrapentacontane 759 C54H110 005856-66-6 59
5 Dodecane 170 C12H26 000112-40-3 59
Abundance Scan 1249 (15.862 min): BF089263.D (-1246) (-) m/z 57.10 100.00%
57
85
5000
123 LR PR BN S
15.60 15.80 16.00 16.20
0|, .-|.“|,'.".|.|.,....,29.8...,..zﬁ‘l.,....,...., m/z 71.05 78.19%
m/z--> 50 100 150 200 250 300 350
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57
5000 85
15.60 15.80 16.00 16.20
113 m/z 43.10 66 .78%
141 211
ol L h I \\ T
m/z--> 50 100 150 200 250 300 350
Abundance
57
15,60 15.80 1600 16.20
5000 a5 m/z 85.10 61.16%
29
o 105 33 161 189 217 245 288
m/z--> 50 100 150 200 250 300 350 '
Abundance #209565: Octacosane
57 15.60 15.80 16.00 16.20
m/z 99.10 27 .19%
5000 85
29 113
ol 1. J ﬂ | 141169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 2(')0 250 300 350 ' 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072316\
Data File : BF089263.D

Acq On : 24 Jul 2016 6:35

Operator : UM/SJ

Sample : H4151-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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... 4.71 5.2 ng 67476 1 6.58 259279 20.0
unknown6 .34 6.34 91.3 ng 1183350 1 6.58 259279 20.0
Hexadecanoic acid... 12.50 11.8 ng 160734 5 13.70 273395 20.0
Butyl myristate 13.21 6.3 ng 86058 5 13.70 273395 20.0
Oxalic acid, cycl... 13.58 5.9 ng 81038 5 13.70 273395 20.0
2-methyltetracosane 14.19 2.8 ng 38398 5 13.70 273395 20.0
Sulfurous acid, d... 14.49 2.6 ng 31496 6 15.05 239093 20.0
Perylene 14.69 2.2 ng 25839 6 15.05 239093 20.0
Tetrapentacontane 15.45 2.2 ng 26446 6 15.05 239093 20.0
Tridecanol, 2-eth... 15.86 2.1 ng 24907 6 15.05 239093 20.0
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