LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.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 4.967 250 252 259 rBV 143515 224406 4_.41% 0.432%
2 5.379 284 288 290 rBVY 4258843 5084959 100.00% 9.779%%
3 6.419 375 379 381 rBVY 4020755 4868701 95.75% 9.363%
4 6.544 387 390 393 rBVY 4454329 4657740 91.60% 8.957%
5 6.773 408 410 421 rBV 1013143 1057632 20.80% 2.034%
6 6.933 421 424 426 rBV 3844599 3776491 74.27% 7.263%
7 7.344 457 460 462 rBV 2956572 3344352 65.77% 6.432%
8 7.436 466 468 476 rvv2 54406 160254 3.15% 0.308%
9 8.065 520 523 525 rBVY 1153762 1340210 26.36% 2.577%
10 8.602 567 570 572 rBV 327127 364948 7.18% 0.702%

11 8.922 595 598 605 rBv2 183898 304441 5.99% 0.585%
12 9.139 614 617 620 rBV 3959452 5043144 99.18% 9.699%
13 9.539 648 652 654 rBv2 746195 1183640 23.28% 2.276%
14 9.756 669 671 673 rBvV 79591 67547 1.33% 0.130%
15 9.813 673 676 678 rBY 1639006 1515926 29.81% 2.915%

16 10.259 711 715 716 rBvV2 112095 184001 3.62% 0.354%
17 10.328 719 721 723 rVV 170588 154082 3.03% 0.296%
18 10.476 730 734 737 rBV2 63314 121955 2.40% 0.235%
19 10.602 742 745 748 rBV 2938679 3316172 65.22% 6.377%
20 10.728 754 756 762 rVB 217829 265665 5.22% 0.511%

21 10.922 771 773 777 rVB2 27913 61477 1.21% 0.118%
22 11.173 793 795 796 rBV 112552 88801 1.75% 0.171%
23 11.196 796 797 801 rVvB 37955 53354 1.05% 0.103%

24 11.299 804 806 810 rvv2 958480 1676510 32.97% 3.224%
25 11.368 810 812 817 rvVvB2 60502 110005 2.16% 0.212%

26 11.528 823 826 830 rBV3 43235 87347 1.72% 0.168%
27 11.825 850 852 854 rvv 58219 85352 1.68% 0.164%
28 11.905 857 859 864 rvB2 70173 119423 2.35% 0.230%
29 12.088 872 875 876 rBV 70908 78147 1.54% 0.150%

30 12.351 896 898 900 rBV2 70422 126140 2.48% 0.243%

31 12.499 909 911 914 rBV 513537 513138 10.09% 0.987%
32 12.728 928 931 933 rBV 446838 515620 10.14% 0.992%
33 12.762 933 934 938 rVB3 36379 67579 1.33% 0.130%
34 12.888 942 945 947 rBV 3557653 4594178 90.35% 8.835%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.059 956 960 962 rvVvB2 43468 87021 1.71% 0.167%
36 13.162 967 969 970 rBV 43177 53828 1.06% 0.104%
37 13.676 1011 1014 1015 rBVZ2 29522 57690 1.13% 0.111%

38 13.779 1021 1023 1032 rVB2 186711 296089 5.82% 0.569%
39 13.928 1032 1036 1043 rBV2 745019 1508964 29.68% 2.902%
40 14.099 1049 1051 1057 rBV3 21514 54012 1.06% 0.104%

41 14.408 1076 1078 1084 rBV4 58182 143076 2.81% 0.275%
42 14.682 1100 1102 1107 rVB3 37648 79876 1.57% 0.154%
43 14.774 1107 1110 1112 rBV 94295 119395 2.35% 0.230%
44 14.934 1121 1124 1128 rBVY 118130 280614 5.52% 0.540%
45 15.014 1129 1131 1133 rBV2 81389 111785 2.20% 0.215%

46 15.208 1146 1148 1151 rVB 73420 102358 2.01% 0.197%
47 15.265 1151 1153 1155 rVV 84769 131253 2.58% 0.252%
48 15.322 1155 1158 1168 rVB 613849 1006333 19.79%% 1.935%
49 15.768 1194 1197 1199 rBV 83572 127067 2.50% 0.244%
50 15.974 1213 1215 1223 rVB6 35604 109092 2.15% 0.210%

51 16.488 1258 1260 1265 rVB3 27345 66391 1.31% 0.128%
52 16.660 1272 1275 1276 rBV 38744 73488 1.45% 0.141%
53 16.717 1276 1280 1287 rVB 706912 1612715 31.72% 3.101%
54 17.060 1307 1310 1319 rVB 43523 110064 2.16% 0.212%
55 17.208 1320 1323 1327 rVB4 24431 63536 1.25% 0.122%

56 17.368 1334 1337 1346 rVB4 43779 139295 2.74% 0.268%
57 17.985 1387 1391 1399 rVB2 132335 359951 7.08% 0.692%
58 18.145 1401 1405 1412 rVB6 23531 91914 1.81% 0.177%

Sum of corrected areas: 51999144
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042916\

BF086491.D

29 Apr 2016 14:46

UM/SsJ

H2685-01

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance TIC: BF086491.D
5.38 6|54
6.42
4000000 6.93
3000000 7.34
2000000
1000000 6.77
4.97
S NGRS § GOSN N G | V) GO 1o S
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086491.D
4000000 9.14
12.89
3000000 10.60
2000000
9.81
8.06 11.30
1000000 9.54
125012 73
860 5o L 10.73 1
- ) 16965 4 10.92 ¥ VBN 37153 1118290209 12.35 76\ 131816 13,61
O s e e I e e e T EL A e e e e e e e B I B R e e e e e e e e e e L
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086491.D
4000000
3000000
2000000
1000000 13.93 15.32 16.72
78 14.10 14.41 141dg718DU3ZPY 15.7715 97 16.4945\@ 17.067.217.37 17.99% 15
) e e ———SE e, L I S
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\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.97 4.24 ng 224406 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Butane 58 C4H10 000106-97-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 252 (4.967 min): BF086491.D (-250) (-) m/z 43.05 100.00%
43
5000 59
101 SR R L R
460 4.80 5.00 5.20 5.40
O prrrrre e S8 | Tm/z 59.10  47.42%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
460 4.80 5.00 5.20 5.40
m/z 101.10 14.11%
o 25 3L 37 | 83 g3 1o
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43
460 480 500 5.20 5.40
5000 m/z 58.10 14.08%
58
15 27 a7 72 100
o R I A RS LA I LS RS IS WAL B
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #224: Butane L L B L L B BB B
43 460 4.80 5.00 5.20 5.40
m/z 41.05 9.85%
5000 29
58
1 L sl s |
o R UL A R LA I AL RS IS WAL B IS R R IR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.54 Concentration Rank 1

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

6.54 88.08 ng 4657740 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 390 (6.544 min): BF086491.D (-387) (-) m/z 132.10 100.00%
132
5000 68 A
40 96 ISR R LRSS R
54 6.20 6.40 6.60 6.80
7
ol Je lsus /7 68.05  49.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 USSR SRR S A
6.20 6.40 6.60 6.80
70 m/z 66.05 33.89%
31 414 60 86
Oty 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 620 6.40 6.60 680
5000 m/z 134.10 32.96%
31 51 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 20.61%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
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\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid, 2-ethyl- Concentration Rank 13

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

7.44 2.39 ng 160254 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 78
2 Acetic acid. nitro-. ethvl ester 133 C4H7NO4 000626-35-7 33
3 Methvl 2.3.4-tri-O-methvl-6-deox... 220 C10H2005 035939-74-3 33
4 Acetic acid. diethvl- 116 C6H1202 000088-09-5 33
5 Heptanoic acid, 2-methyl-, methy... 158 C9H1802 051209-78-0 25

Abundance Scan 468 (7.436 min): BF086491.D (-466) (-) m/z 73.05 100.00%
3 88
a
5000
101
| | WS 126 7.20 7.40 7.60 7.80
o S m/z 88.10 87.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20007: Hexanoic acid, 2-ethyl-
73 88
5000 ""ﬁ"'AI""I""I"'
41 7.20 7.40 7.60 7.80
29 ‘ 57 101 116 m/z 41.10 59.42%
o O S .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
88
- 720 7.40 7.60 7.80
5000 59 m/z 57.10 52.11%
74
o 15 105 118
miz--> 20 40 60 80 100 120 140 160 180
Abundance #68926: Methyl 2,3,4-tri-O-methyl-6-deoxy-.beta.-D-mannopy...
88 7.20 7.40 7.60 7.80
m/z 55.10 36.36%
5000
45 ™ 101
0 N M‘ | 119120 145157 176 189
miz--> 20 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80

8270-BF042716.M Mon May 02 19:00:00 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 5 Cyclohexasiloxane, dodecame... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.60 5.45 ng 364948 Naphthalene-d8 8.06

MW  MolForm
1 Cvclohexasiloxane. dodecamethvl- 444 C12H3606Si6 000540-97-6 90
2 Acetic acid. [Ibisl(trimethvlsilv... 356 C11H2905PSi3 053044-27-2 50
3 Benzothiophene. 5-chloro-3-methv... 341 C18H12CINS2 1000270-14-7 17
4 Furol2.3-Hlcoumarine. 6-methvl-1... 341 C22H15N03 298684-61-4 17
5 Morphinan, 7,8-didehydro-4,5-epo... 429 C23H35N03Si2 055449-66-6 11

Abundance Scan 570 (8.602 min): BF086491.D (-567) (-) m/z 73.10 100.00%
8 341
5000
147 429 =TTy
45 207 8.20 8.40 8.60 8.80 9.00
117 251 311‘ l
0 S WL Y Y - Wt W SN S m/z 341.10 83.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163619: Cyclohexasiloxane, dodecamethyl-
B 341
429
5000 | ISLANLINLILE AL LN L LB L BB
8.20 8.40 8.60 8.80 9.00
147 m/z 325.00 28.12%
Lo W e sul | s |
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
73 341
e W
8.20 8.40 8.60 8.80 9.00
5000 m/z 342.10 28.11%
251 297
45 133 211
o 105 165 191
L e S A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #137577: Benzothiophene, 5-chloro-3-methyl-2-(2-phenyl-4-t... R B A R a R
341 8.20 8.40 8.60 8.80 9.00
m/z 147.10 24 .48%
237
5000
121 205
45 69 \ 170 j {
ottt Bl KA W) 260283308k
m/z--> 50 100 150 200 250 300 350 400 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown8.92 Concentration Rank 6

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

8.92 4_.54 ng 304441 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octasiloxane, 1.1.3.3.5.5.7.7.9.... 578 C16H5007Si8 019095-24-0 37
2 Heptasiloxane. 1.1.3.3.5.5.7.7.9... 504 C14H4406Si7 019095-23-9 27
3 Stannane. tetrapropvl- 292 C12H28Sn 002176-98-9 25
4 2-Amino-4.4.6.6-tetramethvl-4.6-... 222 C11H14N20S 1000275-36-2 25
5 N-Methyl-1l-adamantaneacetamide 207 C13H21NO 031897-93-5 22

Abundance Scan 598 (8.922 min): BF086491.D (-595) (-) m/z 73.10 100.00%
3
207
5000
147
43 4 281
0 ...,'....,....,.1.7.. |2 31.3“1 . lh..,..t.:,...“?‘,‘?.. m/z 207.10 64.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171966: Octasiloxane, 1,1,3,3,5,5,7,7,9,9,11,11,13,13,15,...
73
5000 207
8.60 8.80 9.00 9.20
147 281 m/z 193.10 32.02%
ol 45, | 117 177, | 251“h 313 “371401429 503 563
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
860 8.80 9.00 9.20
5000 207 m/z 147 .05 29.13%
133 281 355
0 45 | 103 177 251 327 | 383 429 489
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #112849: Stannane, tetrapropy!-
165 207 8.60 8.80 9.00 9.20
249 m/z 43.05 21.52%
5000
121
oL 4 292
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.43 ng 184001 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 80

Abundance Scan 715 (10.259 min): BF086491.D (-711) (-) m/z 57.10 100.00%

57
43
5000 71

~ 710100 1020 1040 10,60
m/z 43.10 75.03%

99 113127141

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73964: Hexadecane
43 57
71

Ol

5000 L L e
85 10. OO 10 20 10. 40 10. 60

29 m/z 71.10 51.66%

J L 99113127141155160183 226
e —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57

10 00 10.20 10.40 10.60

o

71

5000 m/z 85.10 37.10%
85
29
. 99113127141155160 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane
57 10 00 10.20 10.40 10.60
43 m/z 41.10 34 .54%
71
5000 85
29 99
o \ ‘ | ‘ 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. OO 10 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl0.33 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.33  2.03ng 154082  Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 32
2 2-(27 .47 .47 .67 .6".8".8"-Heptamet... 652 C16H48010Si9 145344-72-5 28
3 Pentasiloxane. dodecamethvl- 384 C12H3604Si5 000141-63-9 16
N-(Trifluoroacetyl)-0.0".0""-tri... 481 C19H34F3N04Si3 1000072-26-3 12
5 Benzoic acid, 2,4-bis[(trimethyl... 370 C16H3004Si3 010586-16-0 12

Abundance Scan 721 (10.328 min): BF086491.D (-719) (-) m/z 73.05 100.00%
s
5000 147 255
221
281
100 l 4?1 10.00 10.20 10.40 10.60
O e e A A B o B m/z 147.10 38.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #152263: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trim...
73 147
281
5000 LA L L L L LB L BN |
10.00 10.20 10.40 10.60
369 m/z 355.10 32.73%
207
ol 2l | 115 | “" 249 | 338 |
B A B o e e R m s o)
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
73
R A Ry
10.00 10.20 10.40 10.60
5000{ 4 m/z 221.10 27 .93%
147
. 221 281 L 415 461 o33 637
R B A B L e R R A RanEE B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #152261: Pentasiloxane, dodecamethyl- R e AR
3 147 281 10.00 10.20 10.40 10.60
m/z 281.10 20.46%
5000 369
207 249
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10 00 10. 20 10.40 10.60

8270-BF042716.M Mon May 02 19:00:05 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptafluorobutanoic acid, h... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.78 3.92 ng 296089 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 87
2 11-Tricosene 322 C23H46 052078-56-5 83
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 83
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 83
5 1-Hexacosanol 382 C26H540 000506-52-5 81
Abundance Scan 1023 (13.779 min): BF086491.D (-1021) (-) m/z 57.10 100.00%
57
41 83
5000
111
230 13.40 13.60 13.80 14.00
139155 202 - : : :
Obprrrrlhr 18 m/z 43.10 99.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
83
5000 4 SRR PRI SR SULRRE R
1340 13.60 13.80 14.00
m/z 55.10 85.22%
N 126 154169 195010 238 545283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
13.40 13.60 13.80 14.00
5000 83 m/z 83.10 64.28%

111
0 126 154 183 210 238 266 204 322
.

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #148859: Trichloroacetic acid, pentadecy! ester R AREEEE e
13.40 13.60 13.80 14.00

m/z 41.10 58.05%

3

5000

is

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 40 13 60 13. 80 14.00

8270-BF042716.M Mon May 02 19:00:07 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.37 ng 119395 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 68
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 68
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 59
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 59
5 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 53
Abundance Scan 1110 (14.774 min): BF086491.D (-1107) (-) m/z 69.10 100.00%
69
5000 _ﬁ_J¥_VN,q/«,Abwwh.,ﬂ\ﬂﬂ~av
41
LN R SR DU I
2 14.40 14.60 14.80 15.00
N || "t .".'l. L2022 1282 81 m/z 81.10 49.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 U AR B SO UL B
14,40 14.60 14.80 15.00
41 o 137 m/z 41.10 30.63%
o w b p 1 337 ] 163 191 217 245 273 299 341 367 410
L TT T L L LN LN UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 14.60 14.80 1500
5000 m/z 95.10 15.73%
41
95 137
0 117 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #61615: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R AR L
69 14.40 14.60 14.80 15.00
m/z 137.15 11.36%
5000
41
95 137
oL L, J luws  Ses e —
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF042716.M Mon May 02 19:00:08 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octacosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.01 2.22 ng 111785 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 86

Abundance Scan 1131 (15.014 min): BF086491.D (-1129) (-) m/z 57.10 100.00%
57
113 14.60 14.80 15.00 15.20 15.40
141 169
oL, J,Il WM R0z 243 2 m/z 43.10  64.59%
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane
57
5000 85 U R S B B
14.60 14.80 15.00 15.20 15.40
29 m/z 71.10 57 .93%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.60 14.80 15.00 15.20 15.40
5000 P m/z 85.10 40.92%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane R e e
57 14.60 14.80 15.00 15.20 15.40
m/z 55.10 19.77%
5000
85
0 %9 | 13 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20 15.40

8270-BF042716.M Mon May 02 19:00:09 2016

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzo[e]pyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.21 2.03 ng 102358 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Benzolalovrene 252 C20H12 000050-32-8 91
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 1148 (15.208 min): BF086491.D (-1146) (-) m/z 252.15 100.00%
252
5000
126
113 224 14.80 15.00 15.20 15.40 15.60
ol 4L 60 75 100 142 157 180193 207 273 m/z 250.10 28 . 420
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89816: Benzo[e]pyrene
252
5000 A BRI SR SR
14.80 15.00 15.20 15.40 15.60
m/z 253.15 21.60%
125
ol 5063 83 99112 " 146 mmm 224237 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14:80 15.00 15.20 15.40 15.60
5000 m/z 126.00 12.43%
113126
o 74 99 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89828: Benz[e]acephenanthrylene e A EmeEEE SRS
252 14.80 15.00 15.20 15.40 15.60
m/z 125.10 11.41%
5000
126
0 63 83 1001%3 M 150 174187200 224237
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14,80 15.00 15.20 15.40 15.60

8270-BF042716.M Mon May 02 19:00:10 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.53 ng 127067 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87

Abundance Scan 1197 (15.768 min): BF086491.D (-1194) (-) m/z 57.10 100.00%

g7

5000 85

-

113 15.40 15.60 15.80 16.00
| 141 169 211 243 266285
o...l..-l“ B s e | m/z 43.10 58.01%

T
m/z--> 50 100 150 200 250 300 350
Abundance #142113: Heptadecane, 9-octyl-

%

5000 85 L e
15.40 15.60 15.80 16.00

m/z 71.10 57.27%

113
oLt “\ J T 19 107 B0 67 204 323 352
T T e L
m/z--> 50 100 150 200 250 300 350
Abundance
57
A BERRARARRERR R
15.40 15.60 15.80 16.00
5000 o m/z 85.10 42.80%
29 113
0 141 169 197 225 253 281 309 338
e o
m/z--> 50 100 150 200 250 300 350
Abundance #155178: Octacosane R e EEaE L
57 15.40 15.60 15.80 16.00
m/z 55.10 21.98%
5000 g5
29
oL ] | | 113 141 160 107 225 253 281 300 337 365 394
o et A A e SRR RARRERRRRRRRR
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF042716.M Mon May 02 19:00:11 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl15.97 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.17 ng 109092 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethoxv-N.N-diethvl cinnamide 263 C15H21NO3 185410-48-4 38
2 Anthracene. 9-(4-methoxvbutvl)- 264 C19H200 144000-76-0 25
3 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 16
4 2-(4a.8-Dimethvl-6-0x0-1.2.3.4.4... 234 C15H2202 1000190-21-8 16
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 16
Abundance Scan 1215 (15.974 min): BF086491.D (-1213) (-) m/z 55.10 100.00%
T MJ\/M
5000 264
233
122 147162 215 279 e
‘ ||| ‘ | \ 15.60 15.80 16.00 16.20
o} . mu..”w”.w””“.”“ m/z 191.10 94 .26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #96137: 3,4-Dimethoxy-N,N-diethyl cinnamide
191
5000 263 AR BB RS &
15. 60 15. 80 16 00 16 20
7 164 m/z 41.10 66.10%
| 2oy’ 232248 |
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 240 260 280 300 320
Abundance
191
15,60 15.80 16.00 16,20
5000 264 m/z 95.10 62.35%
29 4 165
o 63 85101 126 150 217232248
mwmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #145075: Anthracene, 9-dodecyltetradecahydro- R AR L
95 191 15.60 15.80 16.00 16.20

m/z 57.10 53.60%

5000

b

206221236 264280 303318
B
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1560 15.80 16.00 16.20

8270-BF042716.M Mon May 02 19:00:13 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl6.72 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.72 32.05 ng 1612720 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 24-Cholanoic acid. 3-hvdroxv-12-... 404 C25H4004 028050-47-7 49
2 Benzene. l-nitro-2-hvdroxv-4-(p-... 249 C12H8FNO4 189214-56-0 35
1-I3-Fluoro-4-T4-(toluene-4-sulf... 404 C21H25FN203S 333751-65-8 30
4 1-Ethanone. 1-{2-T(3.3-dimethvl-... 292 C16H24N20S 077109-20-7 25
5 Cholestane-3,6-diol, (3.beta.,5.... 404 C27H4802 041083-77-6 25
Abundance Scan 1280 (16.717 min): BF086491.D (-1276) (-) m/z 249.15 100.00%
249
43
5000
389
16.40 16.60 16.80 17.00
0 201 319 335 m/z 43.10 69.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157413: 24-Cholanoic acid, 3-hydroxy-12-oxo-, methyl ester
55 81
404
5000 USRI SN SN
16.40 16.60 16.80 17.00
m/z 55.10 61.57%
[o) — | I‘ H: |
m/z--> 50
Abundance
249
16.40 16.60 16.80 17.00
5000 m/z 95.10 50.83%
95 149
75 191 219
o 51 127 | 17
m/z--> 50 100 150 200 250 300 350 400
Abundance #157314: 1-[3-Fluoro-4-[4-(toluene-4-sulfonyl)-piperazin-1... B B L
249 16.40 16.60 16.80 17.00
56 m/z 81.10 50.70%
5000
o1 404
o306 |, | 122 1%0 178 208229 | 278 333 361381
m/z--> 50 100 1%0 200 250 300 350 400 16.40 16.60 16.80 17.00

8270-BF042716.M Mon May 02 19:00:14 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl7.37 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.37 2.77 ng 139295 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene-2-thiol. 3-(4-methoxvp... 249 C12H11NOS2 1000262-77-2 22
2 2-Chloro-4-T4-chloro-trans-stvrv... 250 C12H8CI2N2 1000251-83-8 22
3 Etaaualone 264 C17H16N20 007432-25-9 18
4 Propanenitrile. 3-dimethvlaminom... 249 C11H11N3S2 1000266-42-0 18
5 Phosphine, methyl-(2,4,6-triisop... 250 C16H27P 158748-69-7 16
Abundance Scan 1337 (17.368 min): BF086491.D (-1334) (-) m/z 249.20 100.00%
249
5000
264 282
17.00 17.20 17.40 17.60
0 m/z 43.10 93.39Y%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87576: Thiophene-2-thiol, 3-(4-methoxyphenylimino)-
249
127
5000 R S SRR B BRER
17. oo 17. 20 17.40 17.60
45 64 77 9o 108 142 17 216 )33 m/z 55.10 68.66%
o) \‘ ‘ \\h H\‘\ ‘\ . ” ‘.“‘ " H i H 158..2“.,%5.;.9.2(“).2...“ ...H. ..“..,....,...
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
250
215 17.00 17.20 17.40 17.60
5000 63 m/z 41.10 57.24Y%
50 .5 101 126 152 188
o 139 | 165
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96860: Etaqualone R e EEaE L
249 17.00 17.20 17.40 17.60
m/z 81.10 54 _.84Y%
5000 77
103 e e
90 117130 146
0 ..3.?:. .H.. I -‘M H\ \‘H \h 4 |‘l‘...‘1§§%89}??29§?2}. l‘l .‘l‘..l.‘...l... SN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 00 17. 20 17. 40 17.60

8270-BF042716.M Mon May 02 19:00:15 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042916\
Data File : BF086491.D

Aca On : 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl17.99 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.99 7.15 ng 359951 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphine. methvl-(2.4.6-triisop... 250 C16H27P 158748-69-7 45
2 5-Phenoxvmethvl-3-propionvl-2-ox... 249 C13H15N04 014789-95-8 38
3 4H-1-Benzopvran-2-carboxvlic aci... 249 C12H11NO5 032142-43-1 35
4 1-Ethanone. 1-{2-T(3.3-dimethvl-... 292 C16H24N20S 077109-20-7 32
5 7H-Benzo(c)phenothiazine 249 C16H11NS 000226-06-2 27
Abundance Scan 1391 (17.985 min): BF086491.D (-1387) (-) m/z 43.10 100.00%
48 249
81
5000 107 /”»xﬂxdf*»_NJ/\\«/“\N\¢\J«»V
200 417 17.60 17.80 18.00 18.20 18.40
ol m/z 249.15 92 .53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #88558: Phosphine, methyl-(2,4,6-triisopropylphenyl)-
249
5000 AR AU N
17. 60 17.80 18.00 18.20 18.40
43 203 m/z 55.10 64 .29%
o I\I‘I‘If:\'sllgl\llwlljﬁsmflﬁgh:lﬁsu ‘h I \‘ ————
m/z--> 50 100 150 250 300 350 400
Abundance
57
249 17.60 17.80 18.00 18.20 18.40
5000 94 m/z 81.10 54 _.29%
29
o 120 150 193 55q
miz-> 50 100 150 200 250 300 350 400
Abundance #87573: 4H-1-Benzopyran-2-carboxylic acid, 5-amino-6-hydro... B A
221 249 17.60 17.80 18.00 18.20 18.40
m/z 57.10 50.61%
- M‘—/\\/\/\/\M\
120 148 193
0""l""l'li"l"""l'l" U PR DAL UL NN SRR SRR BN
m/z--> 50 100 150 200 250 300 350 400 17. 60 17. 80 18. oo 18. 20 18 40

8270-BF042716.M Mon May 02 19:00:16 2016 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042916\
Data File : BF086491.D

Acq On 29 Apr 2016 14:46

Operator : UM/SJ

Sample : H2685-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .97 4.2 ng 224406 1 6.77 1057630 20.0
unknown6 .54 6.54 88.1 ng 4657740 1 6.77 1057630 20.0
Hexanoic acid, 2-... 7.44 2.4 ng 160254 2 8.06 1340210 20.0
Cyclohexasiloxane. .. 8.60 5.5 ng 364948 2 8.06 1340210 20.0
unknown8.92 8.92 4.5 ng 304441 2 8.06 1340210 20.0
Hexadecane 10.26 2.4 ng 184001 3 9.81 1515930 20.0
unknown10.33 10.33 2.0 ng 154082 3 9.81 1515930 20.0
Heptafluorobutano... 13.78 3.9 ng 296089 5 13.93 1508960 20.0
Squalene 14.77 2.4 ng 119395 6 15.32 1006330 20.0
Octacosane 15.01 2.2 ng 111785 6 15.32 1006330 20.0
Benzo[e]pyrene 15.21 2.0 ng 102358 6 15.32 1006330 20.0
Heptadecane, 9-oc... 15.77 2.5 ng 127067 6 15.32 1006330 20.0
unknown15.97 15.97 2.2 ng 109092 6 15.32 1006330 20.0
unknownl16.72 16.72 32.0 ng 1612720 6 15.32 1006330 20.0
unknownl17 .37 17.37 2.8 ng 139295 6 15.32 1006330 20.0
unknownl17.99 17.99 7.2 ng 359951 6 15.32 1006330 20.0
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