LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090597.D

Aca On : 15 Oct 2016 9:50

Operator : UM/SJ

Sample : H5228-01

Misc :

ALS Vial : 37 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-BF101316.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 5.103 240 242 251 rBV 705070 992105 25.41% 2.715%
2 5.526 276 279 299 rBVY 3692385 3904799 100.00% 10.687%
3 6.554 366 369 371 rBVY 3158412 3841387 98.38% 10.514%
4 6.680 378 380 383 rBY 2763204 3861644 98.89% 10.569%
5 6.920 398 401 412 rBVY 1130663 1305785 33.44% 3.574%
6 7.069 412 414 417 rBV 2068180 2581829 66.12% 7.066%
7 7.480 447 450 465 rBVY 2064048 2477712 63.45% 6.781%
8 8.200 511 513 516 rBVY 1399877 1658048 42.46% 4.538%
9 9.286 605 608 610 rBY 2820274 3259475 83.47% 8.921%
10 9.675 640 642 644 rBV 728409 595415 15.25% 1.630%
11 9.960 665 667 670 rBY 2178892 1880362 48.16% 5.146%
12 10.395 703 705 706 rVB 76180 60079 1.54% 0.164%
13 10.612 721 724 727 rBV 26186 42009 1.08% 0.115%

14 10.749 733 736 745 rBV 1873566 1950832 49.96% 5.339%
15 10.863 745 746 753 rVB 89300 127136 3.26% 0.348%

16 11.320 784 786 787 rBV 34599 49496 1.27% 0.135%
17 11.446 795 797 811 rBV 1343638 1544338 39.55% 4.227%
18 11.675 815 817 821 rBV 92963 106253 2.72% 0.291%
19 12.658 901 903 906 rBV 49958 57729 1.48% 0.158%
20 12.852 918 920 922 rBV 121273 139451 3.57% 0.382%

21 12.886 922 923 926 rVB2 43643 50318 1.29% 0.138%
22 13.035 933 936 945 rBV 2366062 2481177 63.54% 6.791%
23 13.561 980 982 984 rBV 100045 96541 2.47% 0.264%

24 13.926 1012 1014 1020 rBV 184258 245970 6.30% 0.673%
25 14.086 1026 1028 1036 rBV 871500 1164495 29.82% 3.187%

26 14.567 1068 1070 1073 rBVZ2 56317 101534 2.60% 0.278%

27 14.864 1094 1096 1101 rvVv 30966 46247 1.18% 0.127%
28 14.955 1101 1104 1107 rVB2 46282 92162 2.36% 0.252%
29 15.207 1124 1126 1132 rVB 34247 65147 1.67% 0.178%

30 15.389 1139 1142 1145 rBV 74038 106558 2.73% 0.292%

31 15.549 1153 1156 1167 rVB 682420 1121724 28.73% 3.070%
32 15.881 1182 1185 1192 rVB 90928 215673 5.52% 0.590%
33 16.018 1194 1197 1199 rBV 31329 47559 1.22% 0.130%
34 16.475 1233 1237 1240 rBV 65757 176455 4._.52% 0.483%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090597.D

Aca On : 15 Oct 2016 9:50

Operator : UM/SJ

Sample : H5228-01

Misc :

ALS Vial : 37 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF101316.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.184 1296 1299 1304 rBV2 37203 89443 2.29% 0.245%

Sum of corrected areas: 36536887
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090597.D

Aca On : 15 Oct 2016 9:50

Operator : UM/SJ

Sample : H5228-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Time-->
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12,6617 L
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13.03
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A

0
Time-->

12.50 13.00

10.00
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3500000
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0

500000 1
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14.09
15.55

15.88 02
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090597.D

Aca On : 15 Oct 2016 9:50

Operator : UM/SJ

Sample : H5228-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 3

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

5.10 15.20 ng 992105 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 242 (5.103 min): BF090597.D (-240) (-) m/z 43.10 100.00%
a3
59
5000
101 NS SRR RS AR
4.80 500 5.20 5.40
e Bl sl e 8 | 7 59.10 56.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L UL I
59 480 500 520 540
m/z 58.05 15.75%
25 3t 37 | 83 g3 %
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 15.67%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R e A ma
59 4.80 500 5.20 5.40
m/z 41.10 8.65%
5000
a1 101
T '|'%§'| "”“?&" “JJ'M' |??H”i "'éﬁ" "|§?"| URELR B B IRBE NN UL R LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090597.D

Aca On : 15 Oct 2016 9:50

Operator : UM/SJ

Sample : H5228-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 unknown6.68 Concentration Rank 1

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

6.68 59.15 ng 3861640 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dihvdro-3-methvl-thiophene 1... 132 C5H802S 001193-10-8 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 11
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 380 (6.680 min): BF090597.D (-378) (-) m/z 132.00 100.00%
32
68
5000
40 54 | 75 % 6.40 6.60 6.80 7.00
104 : : : :
..,....,....,....,..‘.‘?,....%.',..':~.,..?.7,..I'.,.':..,.l.l.?,....,'...,.. m/z 68.10 59.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14230: 2,5-Dihydro-3-methyl-thiophene 1,1-dioxide
68 \
5000 53
39 6.40 6.60 6.80 7.00
m/z 66.10 36.88%
"P'“I”'W'”'P'”I”'W'“P'”I”'W'“'P'”P'”I“'ﬁ?a'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 134.00 32.74%
33 44 97 105
51 60 078 g4 115
wwmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2801: 2-Cyclohexen-1-one
68 6.40 6.60 6.80 7.00
m/z 69.10 23.19%
5000
96
40
27
“l"iﬁ"ml"'”w"w'3?'w"”l'“'?%“'l"“l"”l"“l"“l"'w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090597.D

Aca On : 15 Oct 2016 9:50

Operator : UM/SJ

Sample : H5228-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.85 2.40 ng 139451 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 80
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 49
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
5 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38

Abundance Scan 920 (12.852 min): BF090597.D (-918) (-) m/z 56.10 100.00%
56
5000 a1
239 257 12.60 12.80 13.00 13.20
-n|nn'|n- ||-Iluu|-JWHﬁﬁL+]MMWWJWLPWTﬂ3% m/Z 57-10 56-15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 LN BRI BULELLE UL B
nmnmnmnm
29 129 pa0 257 m/z 43.10 41 .33%
“ | h H\ n 1‘91““ 1o 186 213 283 S12
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 280 360 '
Abundance
56
" 1260 12,80 13.00 13.20
5000 m/z 41.10 39.82%
29 73
971131 157 185 213 239757 o5 3
Wmmmmwmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12890: Cyclopentanecarboxylic acid, 2-amino-, cis- R s B
56 12.60 12.80 13.00 13.20
m/z 55.10 30.28%
N wdvj\~x_MMJ~NAuA,J\yﬁv,ﬁwwv
30 100 129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 60 12. 80 13 00 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090597.D

Aca On : 15 Oct 2016 9:50

Operator : UM/SJ

Sample : H5228-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.93 4.22 ng 245970 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 1014 (13.926 min): BF090597.D (-1012) (-) m/z 57.10 100.00%
97 83
111
AR PN BN SULRE
3 139 13.60 13.80 14.00 14.20
109187 302 m/z 55.10 90.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1 BRI PN BN SULRE
13.60 13.80 14.00 14.20
m/z 43.10 88.35%
29
Il \‘ 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.60 13.80 14.00 14.20
5000 11 m/z 83.10 83.64%
29
139 167 196 224 252 280 308
m@mﬁmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #197885: Trichloroacetic acid, pentadecy! ester e
13.60 13.80 14.00 14.20
m/z 69.10 79.01%
5000 —aﬁAvAthw~"A\&hhﬂﬂpyx_Jwv
2 139 182 210
I

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090597.D

Aca On : 15 Oct 2016 9:50

Operator : UM/SJ

Sample : H5228-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.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 Cyclononasiloxane, octadeca... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.88 3.85 ng 215673 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 64
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 59
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 42

4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32
5 3-Isopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 25

Abundance Scan 1185 (15.881 min): BF090597.D (-1182) (-) m/z 73.05 100.00%
78
147
221
5000
T 550 1580 1600 1650
1801 13 503 : : : :
SN .90 W ..,.L.-..?..‘..l,l....i..k.,....,....,....,....,.. m/z 147.10 66.33%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
78 147 221 429
355
5000 281 LB I
15,60 15.80 16.00 16.20
m/z 221.10 55.95%
475
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
B &
o et
15.60 15.80 16.00 16.20
5000 281 m/z 281.00 24.90%
443
36 189
T £ o o e = e
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- R B LA M e e
221 15.60 15.80 16.00 16.20
m/z 207.00 23.15%
73
5000 147
281
341
109 | 189 | || 397429 517
T R = S, e
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090597.D

Aca On : 15 Oct 2016 9:50

Operator : UM/SJ

Sample : H5228-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Hexasiloxane, tetradecamethyl- Concentration Rank 6

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

16.48 3.15 ng 176455 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 74
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 64
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 46

4 3-l1sopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 43
5 Mercaptoacetic acid, bis(trimeth... 236 C8H2002SSi2 006398-62-5 38

Abundance Scan 1237 (16.475 min): BF090597.D (-1233) (-) m/z 73.10 100.00%
s
147 221
5000
281 355
oo e 1o 550 1580
109 1811 503 . . . .
...3.9,....,...».,...~.-,.--..--.',.'*...,..'..l b m/z 147.05  68.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B
5000 281 L L B B B
355 16.20 16.40 16.60 16.80
‘ 243 m/z 221.10 64 .83%
-1 o O S A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
73 147 221 429
T T
355 16.20 16.40 16.60 16.80
5000 281 m/z 355.10 31.18%
475 651
L AL w B B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethy!-
221 16.20 16.40 16.60 16.80
m/z 281.00 30.39%
73
5000 147
281
341
109 | 189 | || 397429 517
T e e e e e e L e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16. 20 16. 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101416\
Data File : BF090597.D

Acq On : 15 Oct 2016 9:50

Operator : UM/SJ

Sample - H5228-01

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.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... 5.10 15.2 ng 992105 1 6.92 1305790 20.0
unknown6 .68 6.68 59.1 ng 3861640 1 6.92 1305790 20.0
Hexadecanoic acid... 12.85 2.4 ng 139451 5 14.09 1164500 20.0
n-Tetracosanol-1 13.93 4.2 ng 245970 5 14.09 1164500 20.0
Cyclononasiloxane... 15.88 3.9 ng 215673 6 15.55 1121720 20.0
Hexasiloxane, tet... 16.48 3.1 ng 176455 6 15.55 1121720 20.0
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