LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF030916\
Data File : BF085301.D
Acg On : 9 Mar 2016 16:15 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?2?6 - 11623-01 HSR-WC-28-022516
ALS Vial : 3 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-BF030316.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 2.915 53 55 64 rvB 122012 196569 2.32% 0.314%
2 4.458 187 190 193 rVB 281595 347265 4_.10% 0.555%
3 5.179 249 253 259 rvVB 964740 1924967 22.75% 3.077%
4 5.579 284 288 290 rBV 4061211 5021692 59.36% 8.027%
5 6.584 372 376 378 rBV 3790661 4357410 51.51% 6.965%
6 6.722 385 388 391 rBV 4433231 4845376 57.28% 7.745%
7 6.950 406 408 410 rBV 1473633 1239523 14.65% 1.981%
8 7.110 419 422 424 rVB 3842539 3939059 46.56% 6.296%
9 7.510 454 457 460 rBvV 2528333 3043242 35.97%  4.864%
10 7.956 491 496 501 rVB 184890 302990 3.58% 0.484%

11 8.230 517 520 524 rBV 1586101 1586851 18.76% 2.536%
12 9.316 611 615 617 rVB 4633382 6192154 73.20% 9.898%
13 9.990 671 674 676 rBV 1747803 1659767 19.62% 2.653%
14 10.185 689 691 694 rvB2 120798 141980 1.68% 0.227%
15 10.779 740 743 746 rBV 3130232 3561576 42.10% 5.693%

16 11.133 772 774 777 rBV 231512 222332 2.63% 0.355%
17 11.476 801 804 806 rBV 1854938 1781352 21.06% 2.847%
18 11.853 832 837 839 rBvV3 39289 104150 1.23% 0.166%
19 12.014 846 851 854 rBV 2739845 4272374 50.50% 6.829%
20 12.402 882 885 891 rvB 136847 182548 2.16% 0.292%

21 12.654 904 907 908 rBvV 60489 89703 1.06% 0.143%
22 12.711 908 912 915 rBvV2 506239 1003985 11.87% 1.605%
23 12.814 915 921 923 rBV 4612999 8459761 100.00% 13.522%
24 13.065 940 943 946 rVB 5239016 5752043 67.99% 9.194%
25 13.499 979 981 985 rBV 143681 187020 2.21% 0.299%

26 14.105 1032 1034 1037 rBV 977992 1303416 15.41% 2.083%
27 15.568 1159 1162 1165 rBV 614371 842387 9.96% 1.346%

Sum of corrected areas: 62561492
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF030916\
BF085301.D
9 Mar 2016 16:15

H162

3

TIC Library :

- UM/SJ

3-01

Sample Multiplier: 1

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

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

HSR-WC-28-022516
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\

Data File : BF085301.D

Acq On : 9 Mar 2016 16:15

Operator : UM/SJ

ﬁ?ggle i H1623-01 HSR-WC-28-022516
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
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 1 n-Propyl acetate Concentration Rank 9

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

2.92 3.17 ng 196569 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 78
2 Acetic acid, l-methylethyl ester 102 C5H1002 000108-21-4 36
3 Isobutylamine 73 C4H11N 000078-81-9 7
4 1-Butanamine 73 C4H11N 000109-73-9 7
5 Acetic acid, pentyl ester 130 C7H1402 000628-63-7 4

Abundance Scan 55 (2.915 min): BF085301.D (-53) (-) m/z 43.10 100.00%
43
5000
61
73 IR SRR SRS SRR
37 55 | g7 2.60 2.80 3.00 3.20
X .. — m/z 61.05 28.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4162: n-Propyl acetate
43
5000 L IS LN AN AR
260 2.80 3.00 3.20
61 m/z 73.10 15.17%
27 ‘ 73
0 ‘ 37 ‘ | 103
L S S SR SURILRS UL SO SN SURLLILS SURLLIL BRI B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
'z"eb' 280 300 320
5000 m/z 42.05 9.64%
61
87
Unns '%?'I "?TI "??I U AU I SURELILS SURL L ""%O}"'I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #736: Isobutylamine L BT B
30 2.60 2.80 3.00 3.20
m/z 41.05 8.67%
5000
56 73
0"w}?'w'”l'"Jm"pﬂ”lw"'w"'w"'w"'w"'w' ISR SRR SRR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\

Data File : BF085301.D

Acq On : 9 Mar 2016 16:15

Operator : UM/SJ

ﬁ?ggle i H1623-01 HSR-WC-28-022516
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
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 2 unknown4._46 Concentration Rank 7

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

4._.46 5.60 ng 347265 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Heptyn-3-o0l, 2-benzyloxy-7-met... 378 C21H3404Si 1000192-35-5 25
2 3-Benzyl-4-chloro-1,2,3-triazole... 209 C9H8CIN30 116932-63-9 9
3 Butanoic acid, 3-methyl-2-[(phen... 293 C15H23N03Si 055520-96-2 9
4 2-Cyanophenyl .beta.-phenylpropi... 251 C16H13NO2 040123-48-6 9
5 Acetic acid, [(phenylmethoxy)imi... 251 C12H17NO3Si 055494-08-1 9

Abundance Scan 190 (4.458 min): BF085301.D (-187) (-) m/z 91.00 100.00%
o
5000 133
ot 420 440 460 480
oL A0 as w7 | s 00 48 14
UNRAIJUNEMAUNRRR RN SRS SARAE SRRAN SRARS SARAN SRAAS SARAN ARAN SARAN SARAN SN m/z 133.00 49.14%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #150941: 5-Heptyn-3-ol, 2-benzyloxy-7-methoxy-1-(t-butyldi...
91
5000 U R UL UL R
75 4.20 4.40 4.60 4.80
117 m/z 61.00 16.93%
ol 26 \\\‘M L | 145 169 197 233 271 289303
miz-> 20 40 60 éo 160 120 110 160 180 200 220 240 260 280 300
Abundance
91
420 440 460 480
5000 m/z 89.10 11.36%

65
o 105 130146 164 193209
1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #113630: Butanoic acid, 3-methyl-2-[(phenylmethoxy)imino]-... L T L
91 420 4.40 4.60 4.80

m/z 59.00 11.04%

5000

73

ﬁf‘ . | 105 135 165 219 278

S A BT A B e AR R e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085301.D

Acq On : 9 Mar 2016 16:15

Operator : UM/SJ

Sample : H1623-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.18 31.06 ng 1924970 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 253 (5.179 min): BF085301.D (-249) (-) m/z 43.10 100.00%
43
59
5000
101 rrrrrryrrrrrrrrrryrrrrrprr
4.80 5.00 520 5.40 5.60
83
0 ..,....,....,.?.6.','.-...?.1.~.I,....7,.1...,.-...,....-,....,....,....,....,...., m/z 59.10 61.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LI L L L L L L L LB L LB}
4.80 5.00 520 5.40 5.60
m/z 101.10 24 .12%
o Nl 83 g3 10!
T T T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
R o N e )
4.80 5.00 520 5.40 5.60
5000 41 m/z 58.10 16.60%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- R R e e ]
59 4.80 5.00 520 5.40 5.60
31 m/z 41.05 9.19%
5000 41
73
1\5 LI 51\‘ , ‘ 87 102
Ot e T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\

Data File : BF085301.D

Acq On : 9 Mar 2016 16:15

Operator : UM/SJ

ﬁ?ggle i H1623-01 HSR-WC-28-022516
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
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 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.13 2.50 ng 222332 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 774 (11.133 min): BF085301.D (-772) (-) m/z 73.10 100.00%
60 7B
43
5000 129
| I 10160 1106 1120 1040
199 228 : : : :
o B 213 m/z 60.10  84.57%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #75072: Tetradecanoic acid
60 73
43
5000 129 AP AR SRR BARRE
185 mmumnmnm
29 97 115 143 171 298 m/z 43.10 68.93%
0.?-.Slu‘.‘..‘i‘k‘..”l“‘.‘l‘.‘ HH‘ MH M‘ . ‘”fllsjll‘” .‘..1.9‘|9.2.1.1.|....
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
60 73
43 10,80 11.00 11.20 1140
5000 29 129 m/z 55.10 59.26%
85 115 171
97 143 157 185 214
0 197
m/z--> 25 4b 65 éo 160 120 140 160 180 200 250
Abundance #37189: n-Decanoic acid B B
60 73 10.80 11.00 11.20 11.40
m/z 57.10 56.95%
5000 41
- 129
115 172
Y 1 \N %9}“\\ ....ﬁf?%QS.. N SV ettt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1080 1100 1120 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085301.D

Acq On : 9 Mar 2016 16:15

Operator : UM/SJ

Sample : H1623-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
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 8 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.01 47 .97 ng 4272370 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 851 (12.014 min): BF085301.D (-846) (-) m/z 73.10 100.00%
73
43
5000
213 R e A REREE
143157171185, oo 256 e, 11. 60 11. 80 12. 00 12. 20 12. 40
(o} m/z 60.05 78 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256 AR UL
nmnmnmnmnm
213 m/z 43.10 74 .88%
m/z--> ﬁo Jo eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 57 1160 11.80 12.00 12.20 12.40
5000 29 129 m/z 57.10 65.62%
gr 115 ah 214
101 143157 | 185
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid e RARREREEEEEES RIS
73 11.60 11.80 12.00 12.20 12.40
_ m/z 55.10 61.97%
5000 29 129
87 185
01110 143,171 | g9 228
(o} e RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 1180 1200 1220 1240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\

Data File : BF085301.D

Acq On : 9 Mar 2016 16:15

Operator : UM/SJ

ﬁ?ggle i H1623-01 HSR-WC-28-022516
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
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 Oleic Acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.71 11.27 ng 1003990 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 83
2 Cyclopropaneoctanal, 2-octyl- 280 C19H360 056196-06-6 83
3 1-Hexyl-2-nitrocyclohexane 213 C12H23N02 118252-04-3 68
4 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 62
5 1-Dodecanol 186 C12H260 000112-53-8 58

Abundance Scan 912 (12.711 min): BF085301.D (-908) (-) m/z 55.10 100.00%

69

5000

-

111
L L B B B |

m/z 69.10 73.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107517: Oleic Acid
5

69

%

5000

12.40 12.60 12.80 13.00
m/z 41.10 65.93%

264

125139153 18019420822223650

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69 83 98
Ry e RN
12.40 12.60 12.80 13.00
5000 121 m/z 83.10 58.31%
280
163 181 236 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64945: 1-Hexyl-2-nitrocyclohexane R R EE R
55 12.40 12.60 12.80 13.00
83 m/z 67.10  47.94%
41 69
5000
111
‘ ‘ ‘ 127 167
O e e e e e e e R AR EEEE e E e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\

Data File : BF085301.D

Acq On : 9 Mar 2016 16:15

Operator : UM/SJ

ﬁ?ggle i H1623-01 HSR-WC-28-022516
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
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 11 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.81 129.81 ng 8459760 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 921 (12.814 min): BF085301.D (-915) (-) m/z 73.10 100.00%
43
5000
12.40 12.60 12.80 13.00 13.20
Obrrrrrrih m/z 43.10 80.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 LU U
12. 40 12. 60 12. 80 13. 00 13 20
29 185 2a1 284 m/z 60.05 75.52%
‘ ‘ 199213227
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 12.40 12.60 12.80 13.00 13.20
5000 - 85 m/z 57.10 71.17%
o 99 127141155169184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid EE R
73 12. 40 12. 60 12. 80 13. 00 13 20
43 m/z 55.10 67 .06%
5
5000 129
‘ - 185 228
115 | 143 171
0~ ,”..,”..q.,ﬁ”.,..”,..”,..”,..”,..iﬁ?g}?.......q....“... R e e A AREREE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300 1320
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\

Data File : BF085301.D

Acq On : 9 Mar 2016 16:15

Operator : UM/SJ

3?22'6 i H1623-01 HSR-WC-28-022516
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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]
n-Propyl acetate 2.92 3.2 ng 196569 1 6.95 1239520 20.0
unknown4 .46 4.46 5.6 ng 347265 1 6.95 1239520 20.0
2-Pentanone, 4-hy... 5.18 31.1 ng 1924970 1 6.95 1239520 20.0
Tetradecanoic acid 11.13 2.5 ng 222332 4 11.48 1781350 20.0
n-Hexadecanoic acid 12.01 48.0 ng 4272370 4 11.48 1781350 20.0
Oleic Acid 12.71 11.3 ng 1003990 4 11.48 1781350 20.0
Octadecanoic acid 12.81 129.8 ng 8459760 5 14.12 1303420 20.0
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