LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 1.644 3 5 7 rvB 71706 101962 6.11% 0.628%
2 1.678 7 8 12 rVB 69776 82404 4.94% 0.508%
3 1.804 17 19 43 rVB 746851 1668380 100.00% 10.280%
4 3.518 167 169 173 rVB 14248 23879 1.43% 0.147%
5 4.867 285 287 295 rVB 66404 85730 5.14% 0.528%
6 5.301 323 325 328 rBY 1057665 1367126 81.94% 8.423%
7 6.250 406 408 412 rvVvB2 29906 27939 1.67% 0.172%
8 6.353 414 417 420 rBVY 1046519 1426555 85.51% 8.790%
9 6.479 425 428 431 rBV 1457829 1354284 81.17% 8.344%
10 6.707 446 448 450 rBV 362637 372771 22.34% 2.297%

11 6.867 459 462 464 rVB 1307490 1116312 66.91% 6.878%
12 7.279 495 498 500 rBV 1014905 963319 57.74% 5.935%
13 7.747 536 539 543 rVB 16266 21644 1.30% 0.133%
14 7.999 558 561 563 rBvV 591648 510968 30.63% 3.148%
15 9.073 653 655 658 rVvB 1624327 1424392 85.38% 8.776%

16 9.473 687 690 692 rvVB 168440 177805 10.66% 1.096%
17 9.748 711 714 716 rBV 520421 467073 28.00% 2.878%
18 10.193 751 753 754 rVB 23936 21279 1.28% 0.131%
19 10.388 768 770 771 rBV 57304 55259 3.31% 0.340%
20 10.525 780 782 785 rBvV2 637687 713309 42.75% 4 _.395%

21 10.582 785 787 789 rBV 238749 194301 11.65% 1.197%

22 10.662 792 794 798 rBV 30025 32303 1.94% 0.199%
23 11.108 831 833 835 rBvV 23094 21630 1.30% 0.133%
24 11.222 840 843 844 rvVv 441881 388125 23.26% 2.391%
25 11.245 844 845 846 rVB 28511 19575 1.17% 0.121%
26 11.462 861 864 869 rBvV 17912 25354 1.52% 0.156%
27 12.422 946 948 951 rBV 75905 62282 3.73% 0.384%
28 12.651 965 968 969 rBvV 68812 73654 4.41% 0.454%

29 12.685 969 971 977 rVB 109222 133533 8.00% 0.823%
30 12.799 979 981 984 rVB 955691 1042949 62.51% 6.426%

31 13.051 998 1003 1004 rvv2 9924 17035 1.02% 0.105%
32 13.165 1009 1013 1015 rBV 19151 21946 1.32% 0.135%
33 13.714 1057 1061 1064 rBVZ2 57495 112020 6.71% 0.690%
34 13.839 1070 1072 1077 rBV 383157 490040 29.37% 3.019%

8270-BF063016.M Tue Jul 12 18:02:45 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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:\HPCHEMI\BNA F\METHODS\8270-BF063016.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.954 1079 1082 1085 rBV5 11236 20864 1.25% 0.129%
36 14.342 1113 1116 1121 rBV3 32240 68749 4.12% 0.424%
37 14.628 1140 1141 1144 rBV3 13983 25232 1.51% 0.155%
38 14.697 1145 1147 1150 rvv2 29410 53499 3.21% 0.330%
39 14.754 1150 1152 1155 rVvv 69872 75422 4.52% 0.465%
40 14.834 1157 1159 1164 rBVY 46496 88861 5.33% 0.548%
41 14.948 1165 1169 1175 rBVvV2 67951 168589 10.10% 1.039%
42 15.097 1180 1182 1185 rVB 49823 83716 5.02% 0.516%
43 15.154 1185 1187 1190 rBV 22771 34514 2.07% 0.213%
44 15.222 1190 1193 1195 rBvV 207752 297444 17.83% 1.833%
45 15.440 1210 1212 1215 rVB2 28457 40837 2.45% 0.252%
46 15.543 1218 1221 1224 rVB 53590 90994 5.45% 0.561%
47 15.657 1228 1231 1233 rBVY 54512 91464 5.48% 0.564%
48 16.057 1263 1266 1273 rVB2 46616 102286 6.13% 0.630%
49 16.343 1289 1291 1297 rVB4 25206 50676 3.04% 0.312%
50 16.503 1302 1305 1308 rBV2 16651 37279 2.23% 0.230%
51 16.605 1312 1314 1317 rVV 17823 42264 2.53% 0.260%
52 16.674 1317 1320 1325 rVB2 41713 118887 7.13% 0.733%
53 16.880 1336 1338 1343 rBvV 10935 25764 1.54% 0.159%
54 17.028 1348 1351 1354 rBvV4 13535 30617 1.84% 0.189%
55 17.440 1383 1387 1392 rBV2 20593 64818 3.89% 0.399%

Sum of corrected areas: 16229913
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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
Abundance TIC: BF088919.D
1500000 6.48
6.87
5.30 6.35| 708
1000000
1.80
500000
6.71
A 4.87
3.52 i 6.2
71—
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: BF088919.D
9lo7
1500000
1000000 12.80
8.00 10.52
9.75
500000 11.22
.58
9.47
ARAS | 1019939 |fo66 11142411 46 124212057 13 1817
A S ey
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: BF088919.D
1500000
1000000
500000 ;444
151BE866 1606 16 3P ag.03  17.44
O e T L s e o e e A e M N e e B A o B A S A A e
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\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4._.87 4.60 ng 85730 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 287 (4.867 min): BF088919.D (-285) (-) m/z 43.10 100.00%
43
59
5000
101 e N
83 4.60 4.80 5.00 5.20
0...,....,....,....','.'.-..?1..'.'-1,....,....,.-...,...:,....,. m/z 59.10 63.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R A UL LR UL
59 460 480 500 5.20
m/z 101.10 25.74%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.00 15.82%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one R
43 4.60 4.80 5.00 5.20
m/z 41.10 9.91%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 unknown6.48 Concentration Rank 2

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

6.48 72.66 ng 1354280 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 428 (6.479 min): BF088919.D (-425) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 7 . . . .
ol fer sus m/z 68.10 46.57%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR RS LR LR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.16%
0 ‘ L1 H (1 L 1
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 29.68%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A B L
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 19.23%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 7 Heptadecyl trifluoroacetate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.71 4.57 ng 112020 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 87
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
Abundance Scan 1061 (13.714 min): BF088919.D (-1057) (-) m/z 57.10 100.00%
g7
83
5000 11
3 29149 13.40 13.60 13.80 14.00
o S, m/z 55.10 75.95%
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecyl! trifluoroacetate
57
97
5000 AR N U SUNRE
13.40 13.60 13.80 14.00
29 125 m/z 83.10 75.32%
oL L4 7 ‘ | || 154 180 210 238 565283 334
m/z--> 50 100 150 200 250 300 350
Abundance
55
o7 13.40 13.60 13.80 14.00
5000 m/z 43.10 74.75%
29
125
0 72 153 181 308
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate R R e R B
57 13.40 13.60 13.80 14.00
97 m/z 97.10 72 .50%
5000
- 125
ol 79 | JL (154 182 224 252 279297 328348
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 Tetrapentacontane, 1,54-dib... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.34 2.81 ng 68749 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 64
2 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 64
3 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 64
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 64
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 64
Abundance Scan 1116 (14.342 min): BF088919.D (-1113) (-) m/z 57.10 100.00%
57
5000 \*JKJAHNAI¥~_j\h,AA,~MA\~VAV,
240 RN UL UL B I
k | 14.00 14.20 14.40 14.60
Obrerk] .J.l“.'!'.. oo || M/z 43.10  72.15%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo-
57
5000 L LA UL B B B
11 14.00 14.20 14.40 14.60
m/z 97.10 69.63%
ol \\‘AM%?§}97239281323365 415457499541583628670713755 835
m/z--> 0 55 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance
57
14.00 14.20 14.40 14.60
5000 111 m/z 83.10 68.91%

15319637280325 426

é

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #238204: Tricosy! heptafluorobutyrate R R B e B
57 14.00 14.20 14.40 14.60

m/z 71.10 65.37%

5000 I \M
0 | 169 555065 322367 518
NN EN—— M
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 Docosa-2,6,10,14,18-pentaen... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.70 3.60 ng 53499 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Docosa-2.6.10.14.18-pentaen-22-a...

384 C27H440

1000163-04-7 74

2 Saualene 410 C30H50 000111-02-4 74
3 Supraene 410 C30H50 007683-64-9 64
4 Farnesol isomer a 222 C15H260 1000108-92-4 53
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 45
Abundance Scan 1147 (14.697 min): BF088919.D (-1145) (-) m/z 69.10 100.00%
69
5000 \JN/\_ﬂdvdﬁJ«Aj\v«~/A\vfa,‘
41 253 R RN e
| 9 136, o8 299 14.40 14.60 14.80 15.00
0...-,".'""l-'“'""I""-"','..'.'.'..2?1. —— I m/z 81.10 56.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69
5000{ 41 LU LN UL B B
14.40 14.60 14.80 15.00
93 26 m/z 253.10 19.39%
ol -‘.“‘-‘ ALty | TO1 192 o3t 273 315341 384
m/z--> 100 150 200 250 300 350 400
Abundance
69
14.40 14.60 14.80 15.00
5000 m/z 41.10 18.84%
41
% 121 149
0 175 203 231 273299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene B L B A R o I
69 14.40 14.60 14.80 15.00
m/z 95.10 15.30%
41
’ 95 137
Obidpt b 247 | 163 191 27 245 273 209 341367 410 —
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.75 5.07 ng 75422 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 1.19-Eicosadiene 278 C20H38 014811-95-1 81
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 74
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 64
5 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 64
Abundance Scan 1152 (14.754 min): BF088919.D (-1150) (-) m/z 57.10 100.00%
5000 A/\ﬂ/ML
111 LA AU IR I
125139 167 192 209 229 254268 14.40 14.60 14.80 15.00
0 m/z 82.10 82.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117604: Octadecanal

:

5000

14.40 14.60 14.80 15.00
m/z 43.10 81.56%

110

124138152166180194208222 250 268

04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
82 IIIIIIIIIIIIIIIIIIIIIII
a1 96 14.40 14.60 14.80 15.00
5000 m/z 55.10 64 .08%
10,5,
o 27 138152166180194208222236250 278

wﬁmﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl- R e R B
14.40 14.60 14.80 15.00

9 m/z 83.10 60.25%

5000

-

124,40
152166180194208222236250 268
R Emmam e
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\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 2- Chloropropionic acid, oc... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .95 11.34 ng 168589 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Octacosanol 410 C28H580 000557-61-9 92
Abundance Scan 1169 (14.948 min): BF088919.D (-1165) (-) m/z 57.10 100.00%
57 83
5000 Nﬁf_j\gwAvﬂ\jwkwvv\,v]\“v_f
199 167 105 531252 14160 14,80 1500 1500
(o} m/z 83.10 90.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83
5000 n R S S SRR B B
14.60 14.80 15.00 15.20
29 250 m/z 55.10 86.01%
139 5
oL Ll SRl T Iy ﬂ}?8.%9?.%%?. - .?97.. S - U
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 LN SR DU DU I
14.60 14.80 15.00 15.20
5000 11 m/z 43.10 80.46%
29 139 169 519 255 406 AVM,AvVA«A~jN“ﬂ«V«MJ\-~f
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol e REREE
55 83 14.60 14.80 15.00 15.20
m/z 97.10 78.05%
5000 111 AAFA/AVVAwquA\WA\ﬁMwJV\V~[
29
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF063016.-M Tue Jul 12 18:02:53 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 Heptasiloxane, hexadecamethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.10 5.63 ng 83716 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 53
21.1.1.5.7.7.7- Heptamethvl 3.3-bi... 444 C13H4005Si6 038147-00-1 37
3 2-Thiazolamine. N-(2.4-dimethoxv... 252 C12H16N202S 1000362-42-6 27
4 1.3.5- Benzenetrlcarboxvllc acid.... 252 C12H1206 002672-58-4 25
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 14

Abundance Scan 1182 (15.097 min): BF088919.D (-1180) (-) m/z 73.05 100.00%
7B
147
221 5,
5000
281 355
o 1}ﬁ . 429 14.30 15.00 15.20 15.40
Ob 2 b 2 m/z 147.10 72 .38%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl-
221
73
5000 147 R AR SR DA BN
281 ., 14.30 15.00 15.20 15.40
m/z 221.10 63.96%
0 45 | 117 | 19\1‘\ ‘ m \‘ h ‘\\311‘ L\ ‘\\371397 429 517
m/z--> 50 100 1éo 200 250 300 350 400 450 500
Abundance
73
147 14.80 15.00 15.20 15.40
5000 267 m/z 252.10 59.05%
355 429
a5 207
L I L L UL L L LI WL WL Aﬂ
m/z--> 50 100 150 200 250 300 350 400 450 500 A
Abundance #103531: 2-Thiazolamine, N-(2,4-dimethoxyphenyl)-4,5-dihyd... B ARl mam e TR
221 14.80 15.00 15.20 15.40
252 m/z 281.05 29 .59%
- \//\,\_“_LAA
. 41 79 1071351§3 195
mz-> 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40

8270-BF063016.-M Tue Jul 12 18:02:54 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 Oxirane, hexadecyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.44 2.75 ng 40837 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 64
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 64
3 1.19-Eicosadiene 278 C20H38 014811-95-1 58
4 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 49
5 Dodecane, 5-cyclohexyl- 252 C18H36 013151-85-4 46

Abundance Scan 1212 (15.440 min): BF088919.D (-1210) (-) m/z 57.10 100.00%

5000

-

110

138153 I NN I S I
4 219 15.20 15.40 15.60 15.80

m/z 43.10 90.39%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl-

g

96

15.20 15.40 15.60 15.80
110 m/z 82.10 84.64%

124,40
152166180194208222236250 268

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 M\J\/M
Abundance
43 82
96 HREURL SUSLRLLE BULELELE BUSLRUIL B
57 15.20 15.40 15.60 15.80
5000| g m/z 55.10 63.59%

110
24138
152166180194208222236250264 282

i1

miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #126193: 1,19-Eicosadiene R AR RRRES T
15.20 15.40 15.60 15.80
m/z 96.10 63.55%
5000
7

0 2 11125 151165180194208222236250 278

- ||||||||||||||||||||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80

8270-BF063016.-M Tue Jul 12 18:02:54 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 Cyclononasiloxane, octadeca... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

1554 6.12ng 90994  Perylene-di2 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 50
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 49
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
4 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 32
51,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005Si6 038147-00-1 32

Abundance Scan 1221 (15.543 min): BF088919.D (-1218) (-) 73.05 100.00%
B, 2
5000 281
{ 429 B
39 l 503 1520 15.40 15.60 15.80
0“...IH}}IQS.”...L.}?%.I.IL .'.,.i.'..l,....,....,.. e M/z 22110 89.99%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355
281

5000 R
15.20 15.40 15.60 15.80

m/z 147 .05 78 .33%

475

AN NN N 8 Y N SN S .-
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
B &
B REE R R s e e
15.20 15.40 15.60 15.80
5000 281 oo m/z 281.10 47.39%
443
0 36 189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,... L e BB e
147 221 15.20 15.40 15.60 15.80
m/z 355.10 45_97%
73
5000
279
oL28 | 115 | 189 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.20 15.40 15.60 15.80

8270-BF063016.-M Tue Jul 12 18:02:55 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 Pentacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.66 6.15 ng 91464 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 1231 (15.657 min): BF088919.D (-1228) (-) m/z 57.10 100.00%
57
85
5000
I ISR L BN SO
183 215 266 15.40 15.60 15.80 16.00
ol 6 239 m/z 71.10 74.62%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 LI BRI BRI S S
mmmmmmmm
113 m/z 85.10 61.01%
ol 220 L L i1 1991m0211 239 267 205 323 352
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance
57
o ' 15.40 15.60 15.80 16.00
5000 m/z 43.10 56.82%
29 113
. 141 169 197 225 253 296 WMAA,\j\MﬁA]&\PMﬁ\A,\VAV
m/z--> 55 160 150 260 2éo 360 3éo '
Abundance #215181: 2-methyloctacosane R BEERE BT L
57 15.40 15.60 15.80 16.00
m/z 55.10 23.74%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2éo 360 3éo ' 15%0 1560 1580 1600

8270-BF063016.-M Tue Jul 12 18:02:56 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 Hexasiloxane, tetradecamethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.06 6.88ng 102286 Perylene-di2 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6  000107-52-8 72
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 56

3 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 40
4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37

5 Piperidine, 1-(6-trifluoromethyl... 295 C15H16F3N3 1000268-74-7 35
Abundance Scan 1266 (16.057 min): BF088919.D (-1263) (-) m/z 73.10 100.00%
B 147 221
5000 o8] 355
429 B
15 | 183 l 1, l 503 15.80 16.00 16.20 16.40
Ol ety b ) Tm/z 147.10 0 92.59%
m'z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B
5000 281 LI L L B B
355 15,80 16.00 16.20 16.40
‘ 43 m/z 221.10  90.46%
0..??,..”,....L”%§9.}.uu%ﬁ. P
mz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
221
e i
73 15.80 16.00 16.20 16.40
5000 147 m/z 355.10 45.71%
281
341
o 109 | 189 397429 517
R = e L !
mz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethyl- L A RREEE TS
8 147 221 429 15.80 16.00 16.20 16.40
m/z 281.10 42 .30%
355
5000 281
mz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.80 16.00 16.20 16.40

8270-BF063016.-M Tue Jul 12 18:02:57 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.34 3.41 ng 50676 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 83
2 1.19-Eicosadiene 278 C20H38 014811-95-1 47
3 Octadecanal 268 C18H360 000638-66-4 43
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 43
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 43
Abundance Scan 1291 (16.343 min): BF088919.D (-1289) (-) m/z 57.10 100.00%

7 82

5000

16.00 16.20 16.40 16.60
m/z 82.05  85.64%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-

82 g6

5000

16.00 16.20 16.40 16.60
m/z 43.10 75.53%

109,
137152 166180194208222236 250

04
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 o o N M
60 16.00 16.20 16.40 16.60
5000 83 m/z 96.10 71.02%
97
110
o 2r 124138152165 180194208222236250 278
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal R R Bmman
4357 8 16.00 16.20 16.40 16.60
96 m/z 83.10 59.56%
5000
29
109
123
. 137 152166180194208222 250 Hgg
I~ IIIIIIIIIIIIIIIIIII
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

8270-BF063016.-M Tue Jul 12 18:02:58 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 18 Docosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

16.61 2.84 ng 42264 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 53
2 Heptadecane 240 C17H36 000629-78-7 53
3 Octadecane 254 C18H38 000593-45-3 53
4 Hexatriacontane 507 C36H74 000630-06-8 53
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 53

Abundance Scan 1314 (16.605 min): BF088919.D (-1312) (-) m/z 57.10 100.00%

57
5000

16.20 16.40 16.60 16.80 17.00

0 m/z 71.10 62.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane
57
5000 85 TT T T [T T T T[T T T T[T T T T TT

16.20 16.40 16.60 16.80 17.00
m/z 43.10 51.56%

L i | 1}3 141 169 197 225 253 281 310

o ”.q”.q”.wh.q.”w.”qhnu.”..”..”..”..”..”..”.“”q
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R REE S REREE R
16.20 16.40 16.60 16.80 17.00
m/z 85.10 50.14%
5000 41 85

113 141 169 196211 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane A
57 16.20 16.40 16.60 16.80 17.00
m/z 41.10 21.41%

5000 85
4
113
ol.26 ‘ L e 169 197 225 25

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 20 16. 40 16. 60 16. 80 17. OO

8270-BF063016.-M Tue Jul 12 18:02:59 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 19 unknownl6.67 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.67  7.99 ng 118887  Perylene-diz 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 35
3 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 30
4 3-lIsopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 25

5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 25
Abundance Scan 1320 (16.674 min): BF088919.D (-1317) (-) m/z 73.05 100.00%
73 147 221
5000 281 355
429 IIIIIIIIIIIIIIIIIIIIIII
a1 98 185 327 16.40 16.60 16.80 17.00
oAl b L L L m/z 147.10 99.37%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,...
147 221
73
5000 LIS L L L L L L L
16.40 16,60 16,80 17.00
17 191 276 m/z 221.10  97.90%
o e, W G U D SR .
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
221
.
73 16.40 16.60 16.80 17.00
5000 147 m/z 355.10 47 .47%
281
341
251
oL, 45 117 191 311 = 371397 429 517
o e T e e R R e
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #204095: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trim... e AR EEREE R D
73 147 16.40 16.60 16.80 17.00
m/z 281.10 47 .34%
281
- V‘V\W//\V\W
369
45 207
o 117 | 177" 249 | 310338 |
T e e e e R R AR et L
nm/z--> 50 100 150 200 250 300 350 400 450 500 16.40 16.60 16,80 17.00

8270-BF063016.-M Tue Jul 12 18:03:00 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071116\
Data File : BF088919.D

Aca On 12 Jul 2016 00:45

Operator : UM/SJ

Sample : H3921-24

Misc :

ALS Vial : 23 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 20 unknownl7.44 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.44  4.36 ng 64818  Perylene-di2 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15N03 024451-17-0 25
6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 23
isiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 22
-Benzvl-N-ethyvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 22
,6-Dimethyl-3,4-bis(trimethylsi... 311 C15H29N02Si2 1000079-52-1 12

OaORrWNPE
NZWN
-

Abundance Scan 1387 (17.440 min): BF088919.D (-1383) (-) m/z 221.10 100.00%
73 221
147
355
5000 281
429
L | i | | 17.20 17.40 17.60 17.80
0 b e m/z 73.05 88.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #78157: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-...
221
147
5000 120 LA L B L LB L L B B
17.20 17.40 17.60 17.80
77 m/z 147.10 75.13%
S 7 N W —
m/z--> 50 100 150 200 250 300 350 400
Abundance
147 221
e e A
73 17.20 17.40 17.60 17.80
5000 m/z 355.10 53.18%
191
117 279
o 45 245
e B e L R aa e
m/z--> 50 100 150 200 250 300 350 400
Abundance #204095: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trim... R bl B p
73 147 17.20 17.40 17.60 17.80
m/z 281.10 41 _.53%
281
- MNN\/\W
369
45 207
0 || 95117 177 “)° 249 | 310 338 |
— T T e e e e e e A
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17. 60 17. 80

8270-BF063016.-M Tue Jul 12 18:03:01 2016 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
Data File : BF088919.D

Acq On 12 Jul 2016 00:45

Operator : UM/SJ

Sample - H3921-24

Misc :

ALS Vial : 23 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]
2-Pentanone, 4-hy... 4.87 4.6 ng 85730 1 6.71 372771 20.0
unknown6 .48 6.48 72.7 ng 1354280 1 6.71 372771 20.0
Heptadecyl triflu... 13.71 4.6 ng 112020 5 13.84 490040 20.0
Tetrapentacontane... 14.34 2.8 ng 68749 5 13.84 490040 20.0
Docosa-2,6,10,14,... 14.70 3.6 ng 53499 6 15.22 297444 20.0
Octadecanal 14.75 5.1 ng 75422 6 15.22 297444 20.0
2- Chloropropioni... 14.95 11.3 ng 168589 6 15.22 297444 20.0
Heptasiloxane, he... 15.10 5.6 ng 83716 6 15.22 297444 20.0
Oxirane, hexadecyl- 15.44 2.8 ng 40837 6 15.22 297444 20.0
Cyclononasiloxane... 15.54 6.1 ng 90994 6 15.22 297444 20.0
Pentacosane 15.66 6.2 ng 91464 6 15.22 297444 20.0
Hexasiloxane, tet... 16.06 6.9 ng 102286 6 15.22 297444 20.0
Bicyclo[10.8.0]ei... 16.34 3.4 ng 50676 6 15.22 297444 20.0
Docosane 16.61 2.8 ng 42264 6 15.22 297444 20.0
unknownl6.67 16.67 8.0 ng 118887 6 15.22 297444 20.0
unknownl7 .44 17.44 4.4 ng 64818 6 15.22 297444 20.0
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