LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085949.D
Acq On > 1 Apr 2016 1:37 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?22'6 : H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.344 3 5 8 rBvV 106444 90253 2.86% 0.334%
2 2.413 8 11 12 rvv2 137838 254017 8.04% 0.939%
3 2.436 12 13 17 rvv4 110994 276862 8.77% 1.024%
4 2.504 17 19 21 rvw3 95828 125438 3.97% 0.464%
5 2.596 23 27 30 rvB3 41025 113205 3.58% 0.419%
6 2.744 34 40 41 rBv4 244299 626054 19.82% 2.315%
7 2.778 41 43 45 rvv2 206728 358406 11.35% 1.325%
8 2.813 45 46 48 rvB2 139703 103026 3.26% 0.381%
9 3.681 119 122 128 rBvY 18629 33365 1.06% 0.123%
10 4_973 234 235 252 rBvY 52005 107274 3.40% 0.397%

11 5.384 269 271 274 rBV 1837279 2520661 79.81% 9.321%
12 6.436 360 363 365 rBV 2474437 2784621 88.17% 10.297%
13 6.562 371 374 376 rBV 2533432 2874612 91.02% 10.630%
14 6.790 392 394 396 rBV 643169 626708 19.84% 2.318%
15 6.939 405 407 410 rBV 1725131 2030181 64.28% 7.507%

16 7.362 441 444 446 rBV 1512185 1846226 58.46% 6.827%
17 8.070 504 506 509 rBvV 822915 800258 25.34% 2.959%
18 9.156 598 601 603 rBV 2928000 3158160 100.00% 11.679%
19 9.545 633 635 638 rBv 397737 426823 13.51% 1.578%

20 9.762 652 654 656 rBvV 120161 96318 3.05% 0.356%
21 9.831 658 660 662 rVB 856554 850907 26.94% 3.147%
22 9.991 671 674 678 rBvV 21205 51132 1.62% 0.189%
23 10.265 695 698 699 rvB 100267 115704 3.66% 0.428%
24 10.482 714 717 720 rBV 45999 78191 2.48% 0.289%

25 10.619 726 729 731 rBV 1846146 1752253 55.48% 6.480%

26 10.733 737 739 743 rBV 143655 161972 5.13% 0.599%

27 10.928 754 756 760 rVB 15706 32914 1.04% 0.122%
28 11.179 776 778 779 rBV 66256 54623 1.73% 0.202%
29 11.305 787 789 792 rBV 585033 768191 24.32% 2.841%
30 12.722 910 913 915 rBV 73351 87698 2.78% 0.324%
31 12.894 925 928 931 rBV 2293579 2110688 66.83% 7.805%
32 13.374 968 970 972 rBV 27384 43487 1.38% 0.161%
33 13.419 972 974 976 rVB 82417 83380 2.64% 0.308%
34 13.797 1004 1007 1014 rBV 42784 79997 2.53% 0.296%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

3?22'6 - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.945 1018 1020 1023 rVB 591551 534277 16.92% 1.976%

36 14.780 1090 1093 1094 rBV 37842 44385 1.41% 0.164%
37 15.363 1141 1144 1148 rBV 426396 611194 19.35% 2.260%
38 15.523 1155 1158 1164 rVB5 18780 45028 1.43% 0.167%
39 15.637 1166 1168 1169 rBV2 38149 39548 1.25% 0.146%
40 15.774 1178 1180 1184 rBV5 24247 69754 2.21% 0.258%
41 15.877 1187 1189 1194 rVB4 24497 41997 1.33% 0.155%
42 16.734 1261 1264 1266 rBV3 22325 38411 1.22% 0.142%
43 18.117 1381 1385 1387 rBv4 59704 62102 1.97% 0.230%
44 18.174 1387 1390 1394 rVvVv5 12335 31984 1.01% 0.118%
Sum of corrected areas: 27042285
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

ﬁ?ggle - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085949.D

56
2500000 6.48

2000000
5.38
6.94

1500000 7.36

1000000
6.79
500000

3 368 sgr | N

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: BF085949.D

2500000
12.89

2000000 10.62
1500000
1000000 9.83

11.30
500000 9.54

10.73
A 0.09 102610.49" 0,05 111 12.72 332 13

0----|----|-----------------------------4-/\"-‘--------

Time--> 8.50 9.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085949.D

2500000

2000000

1500000

1000000

13.95
500000 15.36

14.78 A\lS.Bi. 84 157,88 16.73 18¢.27

0 e ST e e ]

Time--> 14 OO 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\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

ﬁ?ggle - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown2.50 Concentration Rank 8

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

2.50 4.00 ng 125438 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(3,5-Diphenyl-pyrazol-1-yl)-be... 353 C22H15N3S 111199-59-8 38
2 Dithiophosphoric acid, o,o-dieth... 352 C12H1706PS2 294874-89-8 25
3 Ajmalicine 352 C21H24N203 000483-04-5 18
4 Oxayohimban-16-carboxylic acid, ... 352 C21H24N203 006474-90-4 14
5 Yohimban-16-carboxylic acid, 17-... 352 C21H24N203 002671-57-0 14

Abundance Scan 19 (2.504 min): BF085949.D (-17) (-) m/z 179.60 100.00%
9
5000
— e
240 260  2.80
0 m/z 181.50 87.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142368: 2-(3,5-Diphenyl-pyrazol-1-yl)-benzothiazole
353
5000 -4 L L L
240 260  2.80
108 250 m/z 180.30 77 .97%
134 219 ‘ 276 325
0"|“"|"L\""wL"w'm'\'N'w""l“"l"“l""w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
352
162 319 2w ok ok
5000 o7 125153 m/z 180.10 77.89%
43
. i 229 263291
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141970: Ajmalicine T |A| LA L S B B B B
352 240 260  2.80
156 m/z 180.90 75.17%
5000 184
40
77 225 321
sy Bt | gl
m/z--> 50 100 150 200 250 300 350 400 450 500 550 40 260 280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

Sample : H2010-06

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown2.60 Concentration Rank 9

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

2.60 3.61 ng 113205 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 500 C20H22Br205 056336-18-6 23
2 Benzene, pentabromomethyl- 482 C7H3Br5 000087-83-2 9
3 9-0-Methyl-4,5-deoxymaytansinol 562 C29H39CIN207 075349-70-1 7
4 Dipyridamole 504 C24H40N804 000058-32-2 2
5 7-Chloro-3-[2,4-dichlorophenyl]-... 501 C26H26CI3N30 144155-58-8 1

Abundance Scan 27 (2.596 min): BF085949.D (-23) (-) m/z 492.50 100.00%
209 251 406 492
356
84 137 167
5000, 38 283 37 441
533
240 260 2.80 3.00
o m/z 503.00 99.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #168614: 2H,8H-Benzo[1,2-b:3,4-b|dipyran-6-propanoic acid...
487 /\
5000 421 L TN S
267 341 2.2.0 2.;30 2.|8O 3.|00
41 m/z 495.30 98.81%
M By |||
Ol : U\ |“Hlm‘|“ ul\l\ ) \HM\H‘\IH L H ok | h \\‘\ | H \M H : h \ : \Iw : ‘\I —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
486 A
g7 LA L L
47 207 240 260 280 300
5000 166 326 m/z 405.90 93.30%
123 203
43
0 15 277 379
s 6 Sk e pe W W e 5% /\ A iy
Abundance #171511: 9-O-Methyl-4,5-deoxymaytansinol P
4386 2. 40 260 280 3.00
m/z 503.80 89.73%
5000 224 346 433
I TR e
O ‘H "”IMM'W“ SERBNSSEAN! LA L LA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 240 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

ﬁ?ggle - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown2.78 Concentration Rank 4

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

2.78 11.44 ng 358406 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Zirconium, bis(.eta.5-2,4-cyclop... 546 C28H30Zr2 119144-91-1 22
2 Cyclodisilazane, hexaphenyl- 546 C36H30N2Si2 003284-07-9 10
3 1,5-Methano-1H,7H,11H-furo[3,4-g... 546 C33H3807 055452-65-8 10
4 Iron, (.eta.5-2,4-cyclopentadien... 546 C33H32FeP2 097959-85-8 9

5 Pregna-2,4-dien-20-one, 17-(acet... 546 C30H5005Si2 069833-57-4 9

Abundance Scan 43 (2.778 min): BF085949.D (-41) (-) m/z 357.80 100.00%
338 gy 454
423

61 302 495 o,
5000 268
231 330
204 -'I_'_'_'_'—I_'_'_'_'—I_ﬁ
240 2.60 280 3.00 3.20
0 m/z 357.00 99.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170905: Zirconium, bis(.eta.5-2,4-cyclopentadien-1-yl)bis...
6
247 h ?\
5000

240 2.60 280 3.00 3.20
m/z 331.10 86.03%

318 359 395423 465 5pg

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
546
195 | {1
240 2.60 280 3.00 3.20
5000 m/z 454.00 83.47%
469
156 272 376
105
. 234 300 346
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170930: 1,5-Methano-1H,7H,11H-furo[3,4-g]pyrano[3,2-b]xan...
43 240 2.60 280 3.00 3.20
m/z 372.40 79.76%
546
5000
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.40 2.60 2 80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

ﬁ?ggle - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.97 3.42 ng 107274 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 t-Butyl ethyl ether 102 C6H140 1000118-18-4 9
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 235 (4.973 min): BF085949.D (-234) (-) m/z 43.10 100.00%
i}
59
5000
101
83 | 460 4.80 5.00 5.20
o L T SN R m/z 59.10 55.87%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R LS I I
59 460 480 500 520
m/z 101.10 18.93%
o 25 3t 37 | 83 o3 01
LA UL SUL LR SUELL AL UL S SULEL SO SULI UL
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
460 480 500 520
5000 m/z 58.10 15.74%
55
O e 2 S T BB
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4341: t-Butyl ethyl ether e
59 460 4.80 5.00 5.20
m/z 41.10 7.98%
5000
87
oLl 53“‘ _n
L AL UL SULELL SUELRLEL UL S SURLEL SO SULI UL S R UL I I
m/z--> 10 20 30 40 50 60 70 8 90 100 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

ﬁ?ggle - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.56 Concentration Rank 1

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

6.56 91.74 ng 2874610 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 374 (6.562 min): BF085949.D (-371) (-) m/z 132.10 100.00%
132
5000
68
e ———
40 54 75 104 6.20 6.40 6.60 6.80
0 ..,....,....,...:;-...?,....??.I.' e 8T e 15 Tm/z 68.10  34.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR U U
6.20 6.40 6.60 6.80
2 78 m/z 134.10 33.66%
38 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 680
5000 67 m/z 66.10 21.69%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R L R e
132 6.20 6.40 6.60 6.80
m/z 96.10 14 .63%
5000

63 o0 104
15 28 39 % 7 7 " 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

ﬁ?ggle - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetradecane Concentration Rank 18

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

9.76 2.26 ng 96318 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
3 Eicosane 282 C20H42 000112-95-8 83
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 654 (9.762 min): BF085949.D (-652) (-) m/z 57.10 100.00%
g7
43 71

5000

9.40 9.60 9.80 10.00

o m/z 43.05 67.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55008: Tetradecane
57
43
71
5000 85 L L B e B B
9.40 9.60 9.80 10.00
29 m/z 71.05 66.25%
oL15 ‘\ £l %9113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
a Y 9.40 9.60 9.80 10.00
5000 85 m/z 85.10 42 .75%
29 141
. 9113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57 9.40 9.60 9.80 10.00
m/z 41.10 34.03%
71
5000
85
29 9
0 | L Ly 1}3127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

ﬁ?ggle - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.72 ng 115704 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
Abundance Scan 698 (10.265 min): BF085949.D (-695) (-) m/z 57.10 100.00%
g7
85
5000
4 oSN I WM
113 141 10.00 10.20 10.40 10.60
0 m/z 71.10 60.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane
57
85
4 10.00 10.20 10.40 10.60
m/z 43.10 60.24%
0 LI “ 1%3 L 41 169 197212 240
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
10,00 10.20 10,40 10.60
5000 a 85 m/z 85.10 52.13%
0 26 113 141 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane e e e e
57 10.00 10.20 10.40 10.60
m/z 41.05 26 .54%
85
5000
4
113
0 ‘ L [ e a6 197 225 253268 296
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300 10,00 1020 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

ﬁ?ggle - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.73 4.22 ng 161972 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 739 (10.733 min): BF085949.D (-737) (-) m/z 57.10 100.00%

57
a3 | 1

5000

10.40 10.60 10.80 11.00
m/z 71.10 73.21%

99
0‘ 113127141155169183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 LA L L L L L LB L |
85 10.40 10.60 10.80 11.00
29 m/z 43.10 66.94%
o S
T e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 R AREEE R R SRR
71 10.40 10.60 10.80 11.00
5000 85 m/z 85.10 47 .26%
29
015 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane e e e A
57 10.40 10.60 10.80 11.00
43 m/z 41.10 30.26%
71
5000 85
29 99
N L L) H127141155160183 212
R o RN LR R e o ARRRRREREERRS T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

ﬁ?ggle - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.72 3.28 ng 87698 Chrysene-d12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 64
2 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 53
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 43
4 1-Piperidinyloxy, 4-(Chydroxyimin... 185 C9H17N202 003229-75-2 25
5 Cyclohexanol,2-amino-,trans- 115 C6H13NO 006982-39-4 22
Abundance Scan 913 (12.722 min): BF085949.D (-910) (-) m/z 56.10 100.00%

5000

12.40 12.60 12.80 13.00

0 m/z 57.10 55.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 TT [T T I T [T T T T[T T T T[T TTT]
12.40 12.60 12.80 13.00
29 057 m/z 257.30 42 .14%
10]_ 239
o T s s Ty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
L B L I B A
12.40 12.60 12.80 13.00
5000 a1 m/z 43.10 40.95%
239 957
73
129
ol 18 98113 157 185 213 282 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester R AR EEEE
56 12. 40 12. 60 12.80 13.00

m/z 41.10 39.52%

5000
29 73
257
‘ \i “‘ \‘I\ H\llﬁ ‘ 157 185 213 239 \ 281 312

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

ﬁ?ggle - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid, butyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.42 3.12 ng 83380 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 74
2 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30 041977-39-3 35
3 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35
4 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 30
5 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 27

Abundance Scan 974 (13.419 min): BF085949.D (-972) (-) m/z 56.05 100.00%
96
5000
& 129
3 | o7 185 505 241 267285 13.00 13.20 13.40 13.60 13.80
Ob it m/z 57.10 57 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 AU BRI AR A
13.00 13.20 1340 13.60 13.80
29 m/z 43.10 39.15%
‘ ‘ ‘ 129 185 241 2677 340
0 .‘...‘l...‘ ‘ H \N\ .‘.“‘ ‘.‘h o ”];|57”” L .2.?'.3.... i .‘... l‘... ?.].':!' ””4|”
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
13.00 13.20 13.40 13.60 13.80
5000 m/z 41.10 31.96%

83
111 154 1g2 210

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #34835: Cyclobutane, 1-hexyl-2,3-dimethyl- T
56 13.00 13.20 13.40 13.60 13.80
m/z 73.00 28.60%
5000
29 83
e 0B a0y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

ﬁ?ggle - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Decanol, 2-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.99 ng 79997 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 74
2 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 72
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 68
4 17-Pentatriacontene 491 C35H70 006971-40-0 64
5 1-Octadecene 252 C18H36 000112-88-9 58
Abundance Scan 1007 (13.797 min): BF085949.D (-1004) (-) m/z 57.05 100.00%
g7
5000 8 o7
111
12|5 208 13140 13.60 13.80 14.00 14.20
01 L s o BN m/z 43.10 66 .46%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83804: 1-Decanol, 2-hexyl-
43 o7
71
5000 AU SUMAN B
29 13140 13.60 13.80 14.00 14.20
97 111 m/z 71.10 62.57%
oL i1l M“ M ‘\‘ 1ﬁ5 139 154 19 224
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
13.40 13.60 13.80 14.00 14.20
5000 69 m/z 83.05 53.28%
83
29 97
111 495
0 139 154167181195 224 252
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
B 57 13.40 13.60 13.80 14.00 14.20
m/z 55.05 51.87%
5000 69
29 83 97
111
oLl I L 125 140 15mme7 181196 224
miz-> 20 40 60 80 100 12'0 140 160 180 200 220 240 13140 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\

Data File : BF085949.D

Acq On 1 Apr 2016 1:37

Operator : UM/SJ

3?22'6 - H2010-06 AMBOY-SB25COMP0.5-15.0
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_M
Quant Title : 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]
unknown?2 .50 2.50 4.0 ng 125438 1 6.79 626708 20.0
unknown?2 .60 2.60 3.6 ng 113205 1 6.79 626708 20.0
unknown2 .78 2.78 11.4 ng 358406 1 6.79 626708 20.0
2-Pentanone, 4-hy... 4_97 3.4 ng 107274 1 6.79 626708 20.0
unknown6 .56 6.56 91.7 ng 2874610 1 6.79 626708 20.0
Tetradecane 9.76 2.3 ng 96318 3 9.83 850907 20.0
Heptadecane 10.26 2.7 ng 115704 3 9.83 850907 20.0
Eicosane 10.73 4.2 ng 161972 4 11.32 768191 20.0
Hexadecanoic acid... 12.72 3.3 ng 87698 5 13.95 534277 20.0
Octadecanoic acid... 13.42 3.1 ng 83380 5 13.95 534277 20.0
1-Decanol, 2-hexyl- 13.80 3.0 ng 79997 5 13.95 534277 20.0
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