LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF071216\
Data File : BF088943.D
Aca On 13 Jul 2016 4:23 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22Ie - H3987-01 COMP-WALL-E-070816
ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.667 6 7 13 rvv 85112 121956 6.21% 0.807%
2 1.792 16 18 26 rvv 398882 558781 28.47% 3.698%
3 1.907 26 28 31 rvB 39377 47551 2.42% 0.315%
4 4.856 283 286 293 rBB 225988 339691 17.31% 2.248%
5 5.301 322 325 328 rBVY 1379382 1463511 74.58% 9.685%

5.701 357 360 362 rBB 27928 23444 1.19% 0.155%
6.353 414 417 419 rBV 1422601 1476129 75.22% 9.769%
6.479 425 428 430 rBV 1432570 1798755 91.66% 11.904%
6.707 445 448 450 rBvV 280040 359198 18.30% 2.377%
6.856 459 461 464 rVB 1150064 1265485 64.49% 8.375%

=
QO ~NO®

11 7.267 494 497 500 rBvV 894533 964159 49.13% 6.380%
12 7.987 557 560 562 rBvV 580522 481106 24.52% 3.184%
13 9.073 652 655 657 rBV 1693577 1962418 100.00% 12.987%
14 9.462 687 689 691 rBvV 366478 288289 14.69% 1.908%
15 9.736 711 713 715 rBB 539231 457032 23.29% 3.024%

16 10.525 779 782 784 rBV 935745 870773 44.37% 5.762%

17 10.650 792 793 798 rBV 22614 28703 1.46% 0.190%
18 10.971 819 821 824 rVB 29734 43712 2.23% 0.289%
19 11.096 830 832 834 rBV 22267 24551 1.25% 0.162%

20 11.211 840 842 844 rVB 428158 363716 18.53% 2.407%

21 12.799 978 981 983 rBV 1466426 1314260 66.97% 8.697%
22 13.702 1058 1060 1069 rBV 123167 130958 6.67% 0.867%
23 13.839 1069 1072 1074 rBV 361614 375607 19.14% 2.486%
24 14.331 1113 1115 1121 rBV 41798 60989 3.11% 0.404%
25 15.211 1189 1192 1194 rBV 246868 290293 14.79%% 1.921%

Sum of corrected areas: 15111067
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\
Data File : BF088943.D

Aca On 13 Jul 2016 4:23

Operator : UM/SJ

Sample : H3987-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method
Quant Title

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

> Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

COMP-WALL-E-070816

Abundance TIC: BF088943.D
1500000
5.30 6.36.48
6.86
1000000 797
500000 1 7g
4.86 6.71
1.67|
1.91 5.70
O L e e o e e e o B A e e e o I S e |
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088943.D
9|07
1500000 12.80
1000000 10.52
7.99 9.74
500000 11.21
9.46
0 LlO.GS iC)AQI.l
T — AT e e ——f T e ———T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088943.D
1500000
1000000
500000
13.84
15.21
13.7
14.33
O N R e e e e R e e I B R e e e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\

Data File : BF088943.D

Aca On - 13 Jul 2016 4:23

Operator : UM/SJ

ﬁ?ggle i H3987-01 COMP-WALL-E-070816
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 3 Propane, 1,1-dimethoxy- Concentration Rank 8

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

1.91 2.65 ng 47551 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 72
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 9
3 Glvcine 75 C2H5NO2 000056-40-6 7
4 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro2 005267-73-2 4
5 2-Bromomethyl-1,3-dioxolane 166 C4H7Bro2 004360-63-8 4

Abundance Scan 28 (1.907 min): BF088943.D (-26) (-) m/z 75.10 100.00%
75
5000 45
o || s 180 200 220
e Y m/z 73.10 72.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 UL L
1.80 200 220
m/z 45.10 37.47%
M P el e 10
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
75
U L AL R
1.80 200 220
5000 m/z 41.05 26.14%
31 45
T '|'%?'| U R "'??"' HURRURES R }p?'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #87OGchme LI L L N I L B
30 1.80 200 220
m/z 47.05 18.75%
5000
75
It P 51 69
m/z--> 10 20 30 40 50 60 70 8 90 100 110 180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\

Data File : BF088943.D

Aca On - 13 Jul 2016 4:23

Operator : UM/SJ

ﬁ?ggle i H3987-01 COMP-WALL-E-070816
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._86 18.91 ng 339691 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 286 (4.856 min): BF088943.D (-283) (-) m/z 43.10 100.00%
a3
59
5000
101 HR U L U
51| 83 | 4.60 4.80 5.00 5.20
S 1 -2 S U m/z 59.10 62.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL UL
59 460 480 500 5.20
m/z 101.10 21.54%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 M m/z 58.10 15.30%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e ERmaE R
59 4.60 4.80 5.00 5.20
m/z 41.10 9.50%
5000
41
29 101
“'I'“'I“'w”“'JNL“?g“l”"'W??”I'?ﬁl"“lk'”l'“'I'“'I“"I“"I IR S R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\

Data File : BF088943.D

Aca On - 13 Jul 2016 4:23

Operator : UM/SJ

ﬁ?ggle i H3987-01 COMP-WALL-E-070816
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 5 unknown6.48 Concentration Rank 1

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

6.48 100.15 ng 1798760 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 428 (6.479 min): BF088943.D (-425) (-) m/z 132.00 100.00%
5000
68
| %6 J 620 6.40 6.60 6.80
40 54 : : : :
e M 7T er Lapsus L Tw/z 68.10  35.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 T A
a1 o7 620 6.40 6.60 6.80
53 117 m/z 134.00 33.17%
79
—— ||| Iw\l‘ I | ‘:“l‘ : "“l‘ |8|8| L |1|O§| "‘l — H: T
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80
5000 gg 116 m/z 66.10 22.14%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R E e ERRaa T
132 6.20 6.40 6.60 6.80
o m/z 96.10 14 .84%
5000 0
31
. 61 | , 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\

Data File : BF088943.D

Aca On - 13 Jul 2016 4:23

Operator : UM/SJ

ﬁ?ggle i H3987-01 COMP-WALL-E-070816
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 n-Dodecyl methacrylate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.97 2.40 ng 43712 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Dodecvl methacrvlate 254 C16H3002 000142-90-5 86
2 Cvclopentane. ethvl- 98 C7H14 001640-89-7 45
3 2-Butenoic acid. hexvl ester 170 C10H1802 019089-92-0 40
4 1-Pentene. 2.3-dimethvl- 98 C7H14 003404-72-6 38
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 35
Abundance Scan 821 (10.971 min): BF088943.D (-819) (-) m/z 69.10 100.00%
9
87
41
5000 55
97 ryrrrryrrrryrrrr T T TTT
111 10,60 10.80 11.00 11.20
N m/z 87.10 79.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #105675: n-Dodecyl methacrylate
4
69
5000 55 87 VAU UL SUULE
10.60 10.80 11.00 11.20
‘ 97 m/z 41.10 70.74%
111
SN | N—, ! ,w‘l‘..z“,..n‘. oA
m/z--> 20 40 60 80 100 120 140 160
Abundance
41 69
. 10.60 10,80 11.00 11.20
5000 o7 m/z 55.10 44 _78%
98
15 83
mz-> 20 40 60 80 100 120 140 160
Abundance #37954: 2-Butenoic acid, hexyl ester R R RREEEEa
69 10.60 10.80 11.00 11.20
87 m/z 56.10 42.15%
5000
41 56
18 29 Jw | 1l 99 110 127137 151160170
m/z--> 20 40 60 80 100 120 140 160 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\

Data File : BF088943.D

Aca On - 13 Jul 2016 4:23

Operator : UM/SJ

ﬁ?ggle i H3987-01 COMP-WALL-E-070816
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 8 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.70 6.97 ng 130958 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1060 (13.702 min): BF088943.D (-1058) (-) m/z 83.10 100.00%
57 A
5000 111
5 139 1340 13.60 13.80 14.00
rrrpreree m/z 57.10 93.44Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 1l AU AR SRR
13. 40 13. 60 13. 80 14.00
- m/z 55.10 89.97%
e 167 196 224 252 280 308
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
1340 13.60 13.80 14.00
5000 111 m/z 97.10 84 .24%
29

139 167 106 238 266 294

L L O L R R R RN RN R R R R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

B

Abundance #186968: n-Tetracosanol-1 e AP TR T
83 13.40 13.60 13.80 14.00
m/z 43.10 81.05%
h ‘ ‘ 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071216\

Data File : BF088943.D

Aca On - 13 Jul 2016 4:23

Operator : UM/SJ

ﬁ?ggle i H3987-01 COMP-WALL-E-070816
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 9 1-Heptacosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.33 3.25 ng 60989 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 1115 (14.331 min): BF088943.D (-1113) (-) m/z 57.10 100.00%
57 g3
5000 111
| 14.00 14.20 14.40 14.60
Ay 2 m/z 43.10 93.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |97
5000 LA LN SULR BN B
125 14.00 14.20 14.40 14.60
m/z 55.10 84.71%
21 \‘ L4 L‘ 1193181 200 236 264 292 320 350378
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57 83
14.00 14.20 14.40 14.60
5000 11 m/z 83.10 80.48%
29
139167195222250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene R B
43 14.00 14.20 14.40 14.60
m/z 69.10 76.31%
5000 83
MJ 111
| 139167196224 267292 321 462 490
m/z--> 50 100 1éo 200 250 300 350 400 450 ' 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF071216\

Data File : BF088943.D

Acq On 13 Jul 2016 4:23

Operator : UM/SJ

3?22'6 i H3987-01 COMP-WALL-E-070816
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : 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]
Propane, 1,1-dime... 1.91 2.6 ng 47551 1 6.71 359198 20.0
2-Pentanone, 4-hy... 4._.86 18.9 ng 339691 1 6.71 359198 20.0
unknown6 .48 6.48 100.2 ng 1798760 1 6.71 359198 20.0
n-Dodecyl methacr... 10.97 2.4 ng 43712 4 11.21 363716 20.0
Behenic alcohol 13.70 7.0 ng 130958 5 13.84 375607 20.0
1-Heptacosanol 14 .33 3.3 ng 60989 5 13.84 375607 20.0
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