LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\

Data File : BF092124.D

Aca On 6 Jan 2017 18:35 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i 11025-03 TP%&COMgm
ALS Vial : 17 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-BF122116.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 2.790 78 79 95 rBv 170977 420766 7.60% 0.984%
2 4.047 187 189 195 rBvV 38567 75905 1.37% 0.178%
3 4.779 250 253 264 rBVY 1736245 2414157 43.60% 5.646%
4 5.259 293 295 303 rBVY 4197855 4255872 76.86% 9.952%
5 6.322 385 388 390 rBVY 3839047 3499396 63.20% 8.183%
6 6.424 394 397 399 rBVY 3815691 3651391 65.94% 8.539%
7 6.642 414 416 418 rBV 1449250 1166899 21.07% 2.729%
8 6.802 427 430 432 rBVY 2889681 3125923 56.45% 7.310%
9 7.213 463 466 468 rBVY 2819973 2572177 46.45% 6.015%
10 7.933 526 529 531 rBV 909010 1139207 20.57% 2.664%

11 9.008 620 623 625 rBV 4095991 3412817 61.63% 7.981%
12 9.408 655 658 660 rVvB 1154942 955743 17.26% 2.235%
13 9.670 679 681 683 rBY 1056800 1144094 20.66% 2.675%
14 10.459 748 750 753 rBv2 1293291 1602056 28.93% 3.746%

15 10.596 759 762 765 rBV 58035 98606 1.78% 0.231%
16 11.042 799 801 802 rBvV2 44638 56858 1.03% 0.133%
17 11.156 808 811 813 rBV 752028 978378 17.67% 2.288%
18 11.465 836 838 845 rBvV2 32078 83175 1.50% 0.195%
19 11.705 856 859 862 rBVv3 143261 174722 3.16% 0.409%
20 11.888 873 875 877 rVB 51781 57032 1.03% 0.133%
21 11.979 881 883 886 rvB3 39606 65453 1.18% 0.153%
22 12.219 900 904 906 rBV2 61747 156168 2.82% 0.365%
23 12.356 915 916 918 rBV 74565 71704 1.29% 0.168%
24 12.402 918 920 923 rVB3 32962 62095 1.12% 0.145%
25 12.482 926 927 929 rvV 78120 89011 1.61% 0.208%

26 12.585 933 936 939 rvv 89846 132392 2.39% 0.310%
27 12.734 947 949 952 rBV 1967536 2167476 39.14% 5.069%
28 13.019 972 974 977 rBV3 38440 90883 1.64% 0.213%
29 13.225 990 992 994 rBV3 50638 85353 1.54% 0.200%
30 13.648 1027 1029 1032 rBV3 92737 131055 2.37% 0.306%

31 13.785 1038 1041 1043 rBV 1451189 1701577 30.73% 3.979%
32 14.151 1067 1073 1083 rVB2 1076243 5537182 100.00% 12.949%
33 15.145 1158 1160 1168 rVB 589471 998395 18.03% 2.335%
34 15.751 1211 1213 1218 rVB 177195 317882 5.74% 0.743%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092124.D

Aca On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.128 1243 1246 1250 rVB 129723 270405 4._.88% 0.632%

Sum of corrected areas: 42762205
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092124.D

Aca On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092124.D
4000000 5126 6.3242

3000000 6.80

2000000 478

6.64

1000000

4.05

7.21

N
o e e e e
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance TIC: BF092124.D
4000000 9101

3000000

12.73
2000000

9 10.46
A4l 967

1000000{ 7.93

13.0213.23

13.€

T
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: BF092124.D
4000000

3000000

200000013.79 1415

15.15

1000000
1575 1613

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\BF010617\
Data File : BF092124.D

Aca On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Propylene Glycol Concentration Rank 5

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

2.79 7.21 ng 420766 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propovlene Glvcol 76 C3H802 000057-55-6 90
2 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 64
3 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
4 Propanoic acid. 2-hvdroxv-. meth... 104 C4H803 002155-30-8 9
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 9

Abundance Scan 79 (2.790 min): BF092124.D (-78) (-) m/z 45.10 100.00%

45
5000

240 2.60 2.80 3.00 3.20
3942 | 49535781 67 7679 84
..,....,....,....,....,....,....,....,.:4.! b m/z 43.00 17.17%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #918: Propylene Glycol
45
5000 LI L L L L L L LB L
240 2.60 2.80 3.00 3.20
m/z 61.00 5.71%
1519 26733363942, 5357 61 7376
T e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45
e e e
240 2.60 2.80 3.00 3.20
5000 m/z 44.05 5.44Y%
27 31 61
15 19 3942 53 57 75
TWFFWFFWFFFWFFWFFFWFWW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #928: R-(-)-1,2-propanediol
45 240 2.60 2.80 3.00 3.20
m/z 46.10 3.00%
5000
9 29
121519 26| 33 3042 535761 76
e e e e e T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.40 2.60 280 300 320
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092124.D

Aca On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.78 41_.38 ng 2414160 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 253 (4.779 min): BF092124.D (-250) (-) m/z 43.10 100.00%
a3
59
5000
i %0 450 450 Sh0 820
e SEa 6083 | TM/z 59.10  60.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L AR
59 440 460 4.80 5.00 5.20
m/z 101.00 20.81%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 4.60 4.80 5.00 5.20
5000 m/z 58.10 15.37%
29 101
15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 440 460 4.80 5.00 5.20
m/z 41.05 9.46%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I AR DR RAREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092124.D

Aca On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 3 unknown6.42 Concentration Rank 2

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

6.42 62.58 ng 3651390 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 397 (6.424 min): BF092124.D (-394) (-) m/z 132.00 100.00%
5000 68
5 R o
40 . 54 75 104 6.00 6.20 6.40 6.60 6.80
..,....,....,....,".'..7.,:...??.l.'....,..f.‘?,..!.,.':..,.1.1.5.,....,"...,.. m/z 68.10 39.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR RRAAE RRRRE ARSE A
a1 o7 6.00 6.0 640 6.60 6.80
53 117 m/z 134.00 33.08%
st [ ey TRe a0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 [rrrr T e
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 24 _.20%
3144 51 8
wwmwwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e EEARE mEa R S
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.61%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092124.D

Aca On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 5 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.60 2.02 ng 98606 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Octacosane 394 C28H58 000630-02-4 72
3 Eicosane 282 C20H42 000112-95-8 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 762 (10.596 min): BF092124.D (-759) (-) m/z 57.10 100.00%
57
5000 85
113 139159 184503 10.20 10.40 10.60 10.80 11.00
— ,].-|.~.--.~|, RSy P o .-\ E— m/z 71.10 64.82%
m/z--> 50 100 150 200 250 300 350
Abundance #45540: Tridecane
57
5000 LIRS SR SR B
10.20 10.40 10.60 10.80 11.00
29 85 m/z 43.10 62.54%
“ L “ \‘ \“ 1 1:!-3 141 184
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57
10,20 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 39.66%
29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #107651: Eicosane R ERmaE B
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 27 .42%
5000
85
29
||l ] (113 141 169 197 225 253 282
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&'30 ' 10.'20 10.'40 10.|60 10.|80 11.'00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092124.D

Aca On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.70 3.57 ng 174722 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 11
Abundance Scan 859 (11.705 min): BF092124.D (-856) (-) m/z 73.00 100.00%
73
43 ©0
5000 129
97 115 213 )
143137171185 227 541 256 11.40 11.60 11.80 12.00
S m/z 60.00 78.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 U R B DU BN
129 nmumnmnm
. 213 m/z 43.10 74.24%
185
||||||||||||| | HH‘ MH |M ||“|‘||14‘|.3|||‘|||‘|| I‘Ilj:gglll‘l 2|2|7|?49|||‘ —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.40 11.60 11.80 12.00
5000 29 129 m/z 57.10 73.16%
87 15 ah 214
99 143157 | 185

?

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

Abundance #83686: Pentadecanoic acid R e REEREm
43 60 73 11.40 11.60 11.80 12.00
m/z 55.05 57.53%
129
ki 22 /h,N,AJ\ANwAMAVJ\JJ&wahﬂma
3 199
e
(N0 11~~~ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092124.D

Aca On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Cyclohexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.22 3.19 ng 156168 Phenanthrene-d10 11.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 53
2 3-Heptadecene. (2)- 238 C17H34 1000141-67-3 53
3 8-Heptadecene 238 C17H34 054290-12-9 44
4 1-Pentadecene 210 C15H30 013360-61-7 43
5 Cyclohexane, 1-(cyclohexylmethyl... 222 C16H30 054965-61-6 43
Abundance Scan 904 (12.219 min): BF092124.D (-900) (-) m/z 83.10 100.00%

:

5000

11.80 12.00 12.20 12.40 12.60
m/z 55.10 92.96%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72491: Cyclohexadecane
55
41 69 83
97
5000 LA I B L LB L L B}
111 11. 80 12. 00 12. 20 12. 40 12. 60

29
m/z 43.10 92 .42%
‘ ‘ “ ‘ 139 153 167 181 196 224

é

m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance
41 55 69 83
97 |llll|llll|llll|llll|lll
11.80 12.00 12.20 12.40 12.60
5000 11 m/z 57.10 84.86%
125 238

139 154 168181 194 210

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

E

Abundance #81252: 8-Heptadecene I RmmaEma s e

41 55 69 11.80 12.00 12.20 12.40 12.60
83 m/z 97.10 78.54%

97
5000{ 29 xJ\/J\«~«y¢VNJAL““”AAﬁ\NMJVM
111
AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 80 12. 00 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092124.D

Aca On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1-Hexadecanol, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.15 65.08 ng 5537180 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 87
2 1-Dodecanol. 2-methvl-. (S)- 200 C13H280 057289-26-6 78
3 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 58
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 52
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 52
Abundance Scan 1073 (14.151 min): BF092124.D (-1067) (-) m/z 57.10 100.00%
57
5000 \_,Au,/”~v/ﬂ//\\&‘\—~—-_»—#
139 13.80 14.00 14.20 14.40
167 221 242 267 . . . .
o . 'ln ATi/ 180003587 202 .l. 304325 355 | “nsz 71.10  60.35%
m/z--> 100 150 200 250 300 350
Abundance #92325: 1-Hexadecanol, 2-methyl-
57
5000 83 U SRR BN B B
13.80 14.00 14.20 14.40
111 m/z 43.10 57.42%
h‘\ M “ h \\ ‘139 168186 210 233256
m/z--> 200 250 300 350
Abundance
57
13.80 14.00 14.20 14.40
5000/ 29 m/z 83.10 46.69%
83
111
154 182 205
m/z--> 50 100 150 200 250 300 350
Abundance #65764: 2-Ethyl-1-dodecanol R B
57 13.80 14.00 14.20 14.40
m/z 97.10 45 _29%
5000{ 4 83
111
l { | | 139 168 106
m/z--> 50 100 150 200 250 300 350 1380 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092124.D

Aca On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 9 unknownl5.75 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.75 6.37 ng 317882 Perylene-d12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 43
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 38
3 3-Indolethanamine. N-acetvl-5-fl... 250 C13H15FN202 1000116-27-1 38
4 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 38
5 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 25
Abundance Scan 1213 (15.751 min): BF092124.D (-1211) (-) m/z 191.15 100.00%
191
L DN DR AL BN I
383 15.40 15.60 15.80 16.00
220 245 286 313 344 414 m/z 95.10 53 . 28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 LR SRR B UL I
1540 15.60 15.80 16.00
s 135 163 m/z 81.05 46.82%
...‘l.‘. M“H‘i.‘..‘l............l....l..
m/z--> 50 150 200 250 300 350 400
Abundance
191
15.40 15.60 15.80 16.00
5000 m/z 177.10 45_.03%
109 oo
17 398
163 260 308 355
m/z--> 50 100 150 200 250 300 350 400
Abundance #88202: 3-Indolethanamine, N-acetyl-5-fluoro-6-methoxy- R e EEaE L
191 15.40 15.60 15.80 16.00
m/z 69.10 36.71%
5000
43 163 250
| 2 10738 ||| o
m/z--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010617\
Data File : BF092124.D

Aca On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknownl16.13 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.13 5.42 ng 270405 Perylene-d12 15.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 49
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
3 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 38
4 4 .5-Dihvdrothiazol-4-one. 2-(2-m... 222 C10H10N202S 022476-61-5 38
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 37
Abundance Scan 1246 (16.128 min): BF092124.D (-1243) (-) m/z 191.15 100.00%
191
5000 8l
109
55 137 163 U AR AR SUNLR B
217 397 15.80 16.00 16.20 16.40
251 278 316 344 371 7> 81 10 46 830
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000 28 A AR R B
15. 80 16. 00 16. 20 16 40
g5 135 163 m/z 95.10 46.16%
69
IIII‘IIIII\‘I‘\I\“‘ ||| — T T
m/z--> 50 100 50 200 250 300 350 400
Abundance
191
15.80 16.00 16.20 16.40
5000 5 m/z 69.10 33.33%
29
93 121 149
169
m/z--> §0 160 1éo 200 250 300 3éo 460
Abundance #50017: 5-(p-Aminophenyl)-2-thiazolamine R R ma AR
191 15.80 16.00 16.20 16.40
m/z 109.10 31.36%
5000
164
1.8 51 77\1?\HJ L
m/z--> 5'0 1(')0 1&'30 200 250 300 35'30 4(')0 15. 80 16. 00 16. 20 16 40

8270-BF122116.M Sat Jan 07 02:59:38 2017 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010617\
Data File : BF092124.D

Acq On : 6 Jan 2017 18:35

Operator : UM/SJ

Sample : 11025-03

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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]
Propylene Glycol 2.79 7.2 ng 420766 1 6.64 1166900 20.0
2-Pentanone, 4-hy... 4.78 41.4 ng 2414160 1 6.64 1166900 20.0
unknown6 .42 6.42 62.6 ng 3651390 1 6.64 1166900 20.0
Tridecane 10.60 2.0 ng 98606 4 11.16 978378 20.0
n-Hexadecanoic acid 11.70 3.6 ng 174722 4 11.16 978378 20.0
Cyclohexadecane 12.22 3.2 ng 156168 4 11.16 978378 20.0
1-Hexadecanol, 2-_... 14.15 65.1 ng 5537180 5 13.79 1701580 20.0
unknownl15.75 15.75 6.4 ng 317882 6 15.16 998395 20.0
unknownl16.13 16.13 5.4 ng 270405 6 15.16 998395 20.0
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