LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample : H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF080316.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 4.661 266 269 281 rBV 41211 80156 15.70% 1.359%
2 5.347 327 329 353 rBV 138605 346344 67 .85% 5.874%
3 6.993 471 473 481 rBV 173769 339883 66.58% 5.765%
4 7.107 481 483 504 rvB 298026 510485 100.00% 8.658%
5 7.462 512 514 532 rVB 139624 231461 45.34% 3.926%
6 7.690 532 534 550 rBV 199437 325483 63.76% 5.520%
7 8.365 591 593 618 rBV 109547 240465 47 .11% 4_.078%
8 9.485 689 691 711 rBV 206767 335730 65.77% 5.694%
9 11.268 844 847 863 rBV 401792 505216 98.97% 8.569%
10 12.319 936 939 949 rBB 218419 357975 70.12% 6.071%
11 13.599 1049 1051 1061 rBvV 144670 205394 40.24% 3.484%
12 13.965 1079 1083 1085 rBv2 6732 17478 3.42% 0.296%
13 14.708 1146 1148 1151 rBvV 200504 278812 54.62% 4_.729%
14 15.714 1233 1236 1240 rVB4 9006 17929 3.51% 0.304%
15 16.308 1286 1288 1290 rBvV 10265 16982 3.33% 0.288%
16 16.514 1303 1306 1309 rBvV 26510 36063 7.06% 0.612%
17 16.811 1330 1332 1336 rBvV 35703 49152 9.63% 0.834%
18 17.063 1352 1354 1359 rBvV 227430 306708 60.08% 5.202%
19 17.268 1370 1372 1377 rVB4 6373 17120 3.35% 0.290%
20 17.817 1418 1420 1423 rVB3 10094 17503 3.43% 0.297%
21 18.068 1440 1442 1443 rBV 18439 22564 4._.42% 0.383%
22 18.091 1443 1444 1450 rVvVv4 18395 46810 9.17% 0.794%
23 18.183 1450 1452 1454 rVB2 19579 26643 5.22% 0.452%
24 18.297 1460 1462 1464 rBV 22640 30386 5.95% 0.515%
25 18.354 1464 1467 1469 rVvVv2 22490 38223 7.49% 0.648%
26 18.400 1469 1471 1477 rVV 174485 280321 54.91% 4.754%
27 18.743 1499 1501 1506 rVvB4 8716 16675 3.27% 0.283%
28 19.131 1533 1535 1539 rVB2 27357 42496 8.32% 0.721%
29 19.646 1578 1580 1581 rBV 29913 33252 6.51% 0.564%
30 19.851 1595 1598 1600 rBV 69974 95067 18.62% 1.612%
31 19.966 1606 1608 1610 rBV 13322 20880 4._.09% 0.354%
32 20.011 1610 1612 1615 rVvVv2 15146 29426 5.76% 0.499%

33 20.069 1615 1617 1624 rVV 209564 295984 57.98% 5.020%
34 20.354 1639 1642 1646 rVB 81428 123788 24.25% 2.099%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample : H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF080316.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.537 1656 1658 1661 rVB 44587 58985 11.55% 1.000%
36 20.594 1661 1663 1664 rBV 13860 21759 4.26% 0.369%
37 20.960 1693 1695 1697 rVB2 18985 24095 4.72% 0.409%
38 21.154 1708 1712 1717 rVB 74708 134960 26.44% 2.289%
39 21.269 1720 1722 1727 rVB 9068 22315 4_37% 0.378%
40 21.383 1729 1732 1737 rBV3 14709 47158 9.24% 0.800%
41 21.463 1737 1739 1742 rBV3 11490 23687 4.64% 0.402%
42 21.612 1750 1752 1758 rVB2 8179 19734 3.87% 0.335%
43 21.703 1758 1760 1764 rBV3 8687 22128 4_.33% 0.375%
44 21.817 1765 1770 1773 rBV5 14038 43440 8.51% 0.737%
45 22.092 1791 1794 1801 rVB4 18740 50893 9.97% 0.863%
46 22.217 1802 1805 1807 rBV2 13791 31307 6.13% 0.531%
47 23.200 1888 1891 1897 rVB4 18222 56775 11.12% 0.963%

Sum of corrected areas: 5896090
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF080316\

BF089583.D

4 Aug 2016 10:28

UM/SsJ

H4328-03

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._.66 6.93 ng 80156 1,4-Dichlorobenzene-d4 7.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-0Octanol 130 C8H180 000589-98-0 28
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 269 (4.661 min): BF089583.D (-266) (-) m/z 43.10 100.00%
43
59
5000
101 e e R
2 83 440 460 480 500
SRR ' N /MNP MSAERESNL (MRS U m/z 59.10 62.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I UL R I
59 440 460 480 5.00
m/z 101.10 23.69%
15 3 101
| 25,7 37, 53, 83 \
miz--> A N
Abundance
59
440 460 480 500
5000 a1 83 m/z 58.10 16.11%
31
53 69 101 112
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3159: 5-Hexen-2-one LI [
43 440 460 480 5.00
m/z 41.10 9.80%
5000
55
21 37| a9 65 71 77 83 98
miz--> A N N 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.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 2 unknown7.11 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.11 44_.11 ng 510485 1,4-Dichlorobenzene-d4 7.46
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 Xenon 132 Xe 007440-63-3 9
Abundance Scan 483 (7.107 min): BF089583.D (-481) (-) m/z 132.00 100.00%
132
5000 68 ]\
40 54 % J 680 7.00 7.20 7.40
7 87 | s e || m/Z  68.10  45.34%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.80 7.00 7.20 7.40

0
- 51 78 m/z 134.00 31.81%
S NS N 0 | N | N —
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
R R REREEREEEE ey
6.80 7.00 7.20 7.40
5000 m/z 66.10 29.59%
33 44 o 105
€0 ' g0 115
e e L B e B L A e LA I B o o o o B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl

57 132 6.80 7.00 7.20 7.40
m/z 69.10 18.17%

74
5000 gg 116 p\\A\‘\
o .NM 8 pm97.kk,..“ 158 189

m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.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 unknownl18.09 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.09 3.34 ng 46810 Chrysene-di12 18.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methano-1H-indene. octahvdro... 204 C15H24 003650-28-0 22
2 Aciphvllene 204 C15H24 087745-31-1 14
3 1.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 14
4 Cvclobutene. 1.2.3.4-tetramethvl- 110 C8H14 090346-45-5 10
5 Cyclopentane, 1,2-dimethyl-3-met... 110 C8H1l4 091884-67-2 10

Abundance Scan 1444 (18.091 min): BF089583.D (-1443) (-) m/z 108.10 100.00%

3

5000

17.80 18.00 18.20 18.40
m/z 95.10  92.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64578: 1,4-Methano-1H-indene, octahydro-4-methyl-8-methyl...

17.80 18.00 18.20 18.40
m/z 234.10 65.84%

5000

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

Abundance
95 A
e e pn e B
147 189 204 17.80 18.00 18.20 18.40
0
5000 . o m/z 133.10 45 .26%
119 133 161
55 67 175
L L B B e B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64551: 1,4-Methano-1H-indene, octahydro-1,7a-dimethyl-4-(... H
95 17.80 18.00 18.20 18.40
161 m/z 157.10 41.82%
204
5000 107
4 55 121 133 89
H R
. ».ui» S0 N Y
m/z--> 20 100 120 140 160 180 200 220 17.80 18 00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.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 unknownl18.30 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.30 2.17 ng 30386 Chrysene-di12 18.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphorothioic acid. O-(6-ethox... 292 C10H17N204PS 038260-54-7 22
2 Aspidofractinine. 3-methvlene-. ... 292 C20H24N2 055103-49-6 14
3 2.6-Pvridinedicarboxvlic acid. b... 293 C16H23N04 1000368-33-3 10
4 5-Amino-2-phenvl-3.3.4(2H)-furan... 236 C13H8N40 1000326-96-6 10
5 2"-Propenylbiphenyl-2-carboxylic... 252 C17H1602 1000211-02-9 10
Abundance Scan 1462 (18.297 min): BF089583.D (-1460) (-) m/z 292.30 100.00%
292
168

5000

18.00 18.20 18.40 18.60
m/z 168.10 66.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137205: Phosphorothioic acid, O-(6-ethoxy-2-ethyl-4-pyrim...
292
181
5000 IIIIIIIIIIIIIIIIIII
56 153 18.00 18.20 18.40 18.60
125 m/z 181.10 62.42%
4 79 93 ‘ 277
i 09 | 263 |
,,,,,,,,,,, R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
292
41 S 1111 E——
18.00 18.20 18.40 18.60
5000 m/z 193.20 57 .65%
57 129
220 264
77 109 16818297
148 235249
93
mmmﬁmmm#
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138628: 2,6-Pyridinedicarboxylic acid, butyl 2-pentyl ester e e
168 207 18.00 18.20 18.40 18.60
123 159 m/z 192.10 45_.74%
105
5000 7
224
193 249
T U O ™ 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Tetratetracontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.13 3.03 ng 42496 Chrysene-di12 18.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 80
Abundance Scan 1535 (19.131 min): BF089583.D (-1533) (-) m/z 57.10 100.00%
57
5000 M\/V/W
99 T T T
141 18.80 19.00 19.20 19.40
A by 189 20 m/z 71.10 67.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 RSN R AR AR
mmmmmmwm
m/z 43.10 64.42%
h | Hu 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

§

57

18.80 19.00 19.20 19.40
5000 m/z 85.10 51.90%

99
141 183 225 267 309 351 437

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494: Hexacosane A mmE e R RER !
57 18.80 19.00 19.20 19.40

m/z 69.10 28 .46%

3

5000

I

99
26| | |1 ]| 142 183 225 267 309 366

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 18 80 19. OO 19 20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.65 2.25 ng 33252 Perylene-d12 20.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 83
2 Hexadecanal 240 C16H320 000629-80-1 74
3 Pentadecanal- 226 C15H300 002765-11-9 68
4 1.19-Eicosadiene 278 C20H38 014811-95-1 68
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 64

Abundance Scan 1580 (19.646 min): BF089583.D (-1578) (-) m/z 82.10 100.00%

7 2

5000

19.40 19.60 19.80 20.00
m/z 43.10  95.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117606: Octadecanal

19.'40 19.'60 19.'80 20.'00
110 m/z 57.10 93.57%

124
138152166180 194208222535 220

5000

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

43 57 82

96 19.40 19.60 19.80 20.00
5000 m/z 55.10 74 _.33%
29

110 23
137152166180 196 222 240

mﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82955: Pentadecanal- AN mEa T e S
19.40 19.60 19.80 20.00

m/z 83.10 64 .14%

5000

T T I I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.85 6.42 ng 95067 Perylene-d12 20.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 1598 (19.851 min): BF089583.D (-1595) (-) m/z 57.10 100.00%
g7
T \J\J\—sﬂ/\/\/\/\j
5000
A L] e s e o 10160 10150 2000 2020
el T Y A e m/z 71.10 75.44%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 IR SN BN SRR B
19.60 19.80 20.00 20.20
29 113 m/z 43.10 61.42%
\‘ ‘L ‘\ “\ ‘hw h‘ |‘ | 1ﬂ.1 | 169 197 225 253 296
m/z--> §o 160 1%0 200 2éo 300 3éo
Abundance
57
"' 10.60 19.80 20.00 20.20
5000 85 m/z 85.10 54 _.09%
113
29 141 16919 211 239 267 205 323 352 vM/J\N\ﬁNH\MHA\\-JKUJL\A/
m/z--> §o 160 1%0 260 2%0 300 3éo
Abundance #185535: Heptadecane, 9-octyl- AR RREES S
57 19.60 19.80 20.00 20.20
m/z 55.10 23.27%
3 1 LA B0 109 a7 B g7 goa apg w2 |
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.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 Oxirane, hexadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.35 8.36 ng 123788 Perylene-di12 20.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 87
3 1.19-Eicosadiene 278 C20H38 014811-95-1 81
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 81
5 Hexadecanal 240 C16H320 000629-80-1 80

Abundance Scan 1642 (20.354 min): BF089583.D (-1639) (-) m/z 57.10 100.00%

5000

-

20.00 20.20 20.40 20.60
m/z 43.10 85.34%

137153 175,44203218

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
82 gg

5000

20,00 20,20 20,40 20.60
124 m/z 82.10 75.14%
138
152166180194 211 236250 268

110

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
9% R R e
20.00 20.20 20.40 20.60
5000 m/z 96.10 63.23%
29
110

24
138152166180194208222 250 g

mmmmmwﬁwmm

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

Las

Abundance #126192: 1,19-Eicosadiene e

55 20.00 20.20 20.40 20.60
82 m/z 55.10 56.75%

41
5000
110154
27 J 138152166180194208222236250 278

e e o et

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.54 3.99 ng 58985 Perylene-di12 20.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Docosane 310 C22H46 000629-97-0 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 1658 (20.537 min): BF089583.D (-1656) (-) m/z 57.10 100.00%
57
85
5000
hEd g, 18910 264 20,20 20.40 20.60 20.80
£ I — m/z 71.10 79.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57
5000 85 AR ARRUAR U
20 20 20 40 20. 60 20.80
- m/z 43.10 59.00%
113
I\‘I I‘\ I‘\ “ H H‘ \‘ ‘13411‘?-(?9| :!-9|7|2|2|5|25?| — — T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
20,20 20.40 20.60 20.80
5000 85 m/z 85.10 56.48%
29 113 141 169 197 225 253 281 310 JWumevj\J\vJAv\\AA\¢\~J\,_
m/z--> éo 160 150 260 250 360 3éo 460
Abundance #219831: Triacontane B
57 20.20 20.40 20.60 20.80
m/z 55.10 24 .55%
113
29| 1 J | 141 169 197 225 253 281 309 337 365 393 422
m/z--> % 1m 1% 2& 250 3& 3% 4& mmmmmmmm '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.38 3.19 ng 47158 Perylene-d12 20.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 59
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 53
3 3-EthvIl-3-methvlheptane 142 C10H22 017302-01-1 53
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 53
5 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 50
Abundance Scan 1732 (21.383 min): BF089583.D (-1729) (-) m/z 57.10 100.00%
57
5000 J”vv-j\LMA\JAKI'\M&ﬁdAHN\\
4 e I N
| 21.00 21.20 21.40 21.60
AREREZS Ean SR m/z 71.10 80.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 85 L UL B SRR
4 mmmmmmmm
113 m/z 43.10 61.64%
“ ‘ Ll 4 . 197 225 250267282
m/z--> 25 Jo éo 85 160 150 150 1éo 180 200 220 240 260 2éo 300
Abundance
57
21.00 21.20 21.40 21.60
5000 85 m/z 85.10 54 _.51%
41

113
141156 183 211 239 267 296

m@ﬁmﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

?

Abundance #19201: 3-Ethyl-3-methylheptane A REmaE EES TSR
57 21.00 21.20 21.40 21.60
4 85 m/z 55.10 37.62%
5000
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21. OO 21 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.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 unknown21.82 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.82 2.94 ng 43440 Perylene-di12 20.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Bis(l-methvl-1-silacvclobutv... 274 Cl6H26Si2 1000280-74-9 35
2 D-Norandrostan-16-one. (5.alpha.)- 260 C18H280 032319-06-5 30
3 D-Norandrostan-16-ol. (5.alpha..... 262 C18H300 035575-61-2 27
4 4-Allvl-5-pvridin-3-vl-2_.4-dihvd... 218 C10H10N4S 1000300-40-5 22
5 1s,4R,7R,11R-1,3,4,7-Tetramethyl. .. 218 C15H220 137235-42-8 22
Abundance Scan 1770 (21.817 min): BF089583.D (-1765) (-) m/z 203.20 100.00%
203 218
149
94 109 189 276
5000 81 123136 175
43 57 SN (0 R R
| 21.40 21.60 21.80 22.00 22.20
I S R S m/z 218.20  96.30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122804: 2,5-Bis(1-methyl-1-silacyclobutyl)-p-xylene
203 218
5000 LR UM SRR SN SUN
43 246 21.40 21.60 21.80 22.00 22.20
5o 145159 189 233 274 m/z 149.00 65.43%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218
NI SUNIUE SRR SRR SUN
21.40 21.60 21.80 22.00 22.20
148
5000 109 175 503 m/z 189.10 59.51%
41 81
o7 % 122455 | 161
54 189 232245 260
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112636: D-Norandrostan-16-ol, (5.alpha.,16.beta.)-
218 21.40 21.60 21.80 22.00 22.20
m/z 109.10 56.79%
109 148
5000 o1 15 203
41 67 9%
122135 161 233
189 247 262
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 2140 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.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 erythro-7,8-Dichlorodisparlure Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
22.22 2.12 ng 31307 Perylene-di12 20.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 ervthro-7.8-Dichlorodisparlure 336 C19H38CI2 059840-25-4 50
2 Tetradecanal 212 C14H280 000124-25-4 35
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 35
4 2-Cyclohexen-1-one. 4.4-dimethvl- 124 C8H120 001073-13-8 25
5 1H-Pyrazole, l-acetyl- 110 C5H6N20 010199-64-1 14

Abundance Scan 1805 (22.217 min): BF089583.D (-1802) (-) m/z 57.10 100.00%
57
43
82

124 151165

21.80 22.00 22.20 22.40 22.60
m/z 43.10 79 .89%

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

Abundance #173933: erythro-7,8-Dichlorodisparlure
43
5000 LA B L L L L L}
69 21. 80 22. OO 22 20 22. 40 22. 60
m/z 82.10 75.51%
‘n | P11 1ag 1eem0 208 249254 o
A R e m A d Saa EEEE L Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
41 82 R e B e
21.80 22.00 22.20 22.40 22.60
5000 96 m/z 55.10 63.13%

111 168
26 138,55 194 212

WTWWWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129467: Oxirane, heptadecyl- A BEmasEEan S
21.80 22.00 22.20 22.40 22.60

m/z 68.10 61.27%

5000

111
138

166 194 222236

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.80 22.00 22.20 22.40 22.60

264 282
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080316\
Data File : BF089583.D

Aca On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF080316.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 unknown23.20 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.20 3.84 ng 56775 Perylene-di12 20.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .psi...psi.-Carotene., 7.77.8.8".... 547 C40H66 000502-62-5 40
2 6.beta.Bicvclol4.3.01lnonane. 5.b... 332 C15H25I1 1000195-85-9 38
3 5-Acetoxvmethvl-2.6.10-trimethvl... 282 C17H3003 1000144-12-3 22
4 (-)-Neoclovene-(11). dihvdro- 206 C15H26 1000152-83-6 16
5 3-Cyclopentylpropionic acid, but... 194 C12H1802 1000292-46-4 14
Abundance Scan 1891 (23.200 min): BF089583.D (-1888) (-) m/z 69.10 100.00%
6o
09
s000| 41 163 505

22.80 23.00 23.20 23.40 23.60
m/z 95.10 85.50%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69
5000 TTTT LI L L L TT
22. 80 23. 00 23 20 23. 40 23 60
a1 00137 m/z 55.10 76.63%
Ly, e 245273301 341368 409436 477504 546
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
109
41 N
81 149 22.80 23.00 23.20 23.40 23.60
5000 205 m/z 81.10 75.84%

177 | 235 276 332

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129253: 5-Acetoxymethyl-2,6,10-trimethyl-2,9-undecadien-6-ol A ERmEa mEa S
69 22.80 23.00 23.20 23.40 23.60

m/z 109.10 68.15%

5000
109
161

LAl 208 oe

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 80 23. OO 23 20 23. 40 23 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080316\
Data File : BF089583.D

Acq On : 4 Aug 2016 10:28

Operator : UM/SJ

Sample - H4328-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF080316.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 .66 6.9 ng 80156 1 7.46 231461 20.0
unknown7.11 7.11 44.1 ng 510485 1 7.46 231461 20.0
unknown18.09 18.09 3.3 ng 46810 5 18.40 280321 20.0
unknown18.30 18.30 2.2 ng 30386 5 18.40 280321 20.0
Tetratetracontane 19.13 3.0 ng 42496 5 18.40 280321 20.0
Octadecanal 19.65 2.3 ng 33252 6 20.07 295984 20.0
Heneicosane 19.85 6.4 ng 95067 6 20.07 295984 20.0
Oxirane, hexadecyl- 20.35 8.4 ng 123788 6 20.07 295984 20.0
Octadecane 20.54 4.0 ng 58985 6 20.07 295984 20.0
Hexadecane, 2,6,1... 21.38 3.2 ng 47158 6 20.07 295984 20.0
unknown21 .82 21.82 2.9 ng 43440 6 20.07 295984 20.0
erythro-7,8-Dichl... 22.22 2.1 ng 31307 6 20.07 295984 20.0
unknown23.20 23.20 3.8 ng 56775 6 20.07 295984 20.0
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