LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089766.D

Aca On 17 Aug 2016 16:42

Operator : UM/SJ

Sample : H4476-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.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 16 rvVV 1685617 2900379 9.30% 1.611%
2 1.792 16 18 64 rvB 12567756 31180881 100.00% 17.315%
3 4.844 282 285 289 rBVY 1393514 1858834 5.96% 1.032%
4 5.279 320 323 325 rBVY 8664137 8283404 26.57% 4 .600%
5 5.690 357 359 362 rBV 269591 367894 1.18% 0.204%
6 6.330 412 415 417 rBY 6685864 5873736 18.84% 3.262%
7 6.467 424 427 429 rBV 13979736 15530264 49.81% 8.624%
8 6.696 445 447 449 rBV 4571991 3948987 12.66% 2.193%
9 6.856 458 461 463 rBVY 13794755 13142108 42.15% 7.298%
10 7.267 494 497 499 rVvV 10069217 11417097 36.62% 6.340%
11 7.393 506 508 510 rVB 272873 384607 1.23% 0.214%
12 7.987 557 560 562 rBY 5888050 5614232 18.01% 3.118%
13 8.353 587 592 594 rBV 658379 860405 2.76% 0.478%
14 8.925 637 642 644 rBV 543481 849424 2.72% 0.472%
15 9.073 651 655 657 rBY 18823229 21431557 68.73% 11.901%
16 9.439 686 687 692 rVB2 239015 403581 1.29% 0.224%
17 9.736 710 713 715 rBVY 7297071 6287587 20.16% 3.492%
18 10.525 779 782 784 rBVY 10787797 12659161 40.60% 7.030%
19 11.211 840 842 845 rVB 6595290 5945568 19.07% 3.302%
20 11.759 888 890 895 rBV2 497365 925224 2.97% 0.514%
21 12.548 957 959 965 rvVv 742730 1219465 3.91% 0.677%
22 12.651 966 968 970 rVB 526563 464391 1.49% 0.258%
23 12.811 979 982 985 rBVY 13871703 18403563 59.02% 10.220%
24 13.371 1029 1031 1034 rBv2 217921 319221 1.02% 0.177%
25 13.897 1074 1077 1079 rBVY 5621814 5650076 18.12% 3.138%
26 15.405 1206 1209 1212 rBVY 3365153 4158390 13.34% 2.309%

Sum of corrected areas: 180080036
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089766.D

Aca On : 17 Aug 2016 16:42

Operator : UM/SJ

Sample : H4476-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF089766.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089766.D

Aca On 17 Aug 2016 16:42

Operator : UM/SJ

Sample : H4476-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.84 9.41 ng 1858830 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 285 (4.844 min): BF089766.D (-282) (-) m/z 43.00 100.00%
a3
59
5000
T TTab0 B0 500 550
83 : : : :
o...,....,....,....',':...?.1.~:I,...‘??....,.-...,....~,....,....,....,....,...., m/z 59.10 57.56%
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 R L R R R
59 460 480 500 520
m/z 101.00 21.57%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.00 17.44%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one
43 4.60 4.80 5.00 5.20
m/z 41.10 8.63%
5000
55
0 20| | esm 8 98
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089766.D

Aca On 17 Aug 2016 16:42

Operator : UM/SJ

Sample : H4476-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 unknown6.47 Concentration Rank 2

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

6.47 78.65 ng 15530300 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 427 (6.467 min): BF089766.D (-424) (-) m/z 132.00 100.00%
32
5000 68
o6 J " 620 640 6.60 6.80
40 54 . . . .
o 86wy a5 207 77 68.05  39.73%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R S L A A
a1 o7 6.20 6.40 6.60 6.80
53 - 117 m/z 134.00 37.37%
ol— e .“.“. ,“.“l‘.‘.“,‘ ..l:I.-O.7. "‘I ; .H. o B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 " 620 640 6.60 6.80
5000 gg 116 m/z 66.10 25.24%
158 189
e L B S UL L B L WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14395: 1,3,5-Trifluorobenzene .
132 6.20 6.40 6.60 6.80
m/z 69.05 16.07%
5000
63 81
0 sl 50 \‘ 1 ‘ l 10\1 1}2 |
mz-> 40 60 80 100 120 140 160 180 200 " 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089766.D

Aca On 17 Aug 2016 16:42

Operator : UM/SJ

Sample : H4476-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 Nonanoic acid Concentration Rank 8

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

8.35 3.07 ng 860405 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Pentanoic acid 102 C5H1002 000109-52-4 50
3 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 50
4 Octanoic acid 144 C8H1602 000124-07-2 50
5 Hexanoic acid 116 C6H1202 000142-62-1 47

Abundance Scan 592 (8.353 min): BF089766.D (-587) (-) m/z 60.00 100.00%
60
5000 41 /
g7 115 D A S ——
8.00 8.20 840 8.60
o/ — l-*lﬂl\|141,1“?9...,2°.7...,....,....,.. m/z 73.00 88.25%
m/z--> 50 100 150 200 250 300 350
Abundance #30180: Nonanoic acid
60
41
5000 SRR NN N
8.00 8.20 840 8.60
‘ a7 115 m/z 57.10 57.97%
0 |15| “.‘ WIH“ u‘l‘\lh‘l n‘i\ .‘. — ?‘5|8| ——————
m/z--> 50 100 150 200 250 300 350
Abundance
60
8.00 8.20 840 8.60
5000 m/z 41.05 47 .56%
41
o 87
m/z--> B "55' - 160" "150" ' 560" "250" ' 560" "350"
Abundance #102674: Octanoic acid, silver(1+) salt RS R
60 8.00 8.20 840 8.60
m/z 55.05 40.57%
127
4
oL ,Eli Mgy me aears 3 A e
m/z--> 50 100 150 200 250 300 350 8.00 820 840 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089766.D

Aca On 17 Aug 2016 16:42

Operator : UM/SJ

Sample : H4476-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 n-Decanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.92 2.70 ng 849424 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 93
2 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 50
3 Heptanoic acid 130 C7H1402 000111-14-8 47
4 Hexanoic acid 116 C6H1202 000142-62-1 43
5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5 1000226-06-4 40
Abundance Scan 642 (8.925 min): BF089766.D (-637) (-) m/z 73.00 100.00%

7
s000, A 129

3 860 880 900 9.20
ol gl g0 . W/z 60.00 93.20%
m/z--> 50 100 150 200 250 300 350
Abundance #39474: n-Decanoic acid
73
129
5000 ISR NESE N A
43 8.60 8.80 9.00 9.20
m/z 129.10 51.40%
niy

| 101 172
N
m/z--> 50 100 150 200 250 300 350
Abundance

73

8.60 8.80 9.00 9.20

43 155

5000 129 m/z 41.05 50.39%
98
0 217 279 330 387
— T T T T T e e
m/z--> 50 100 150 200 250 300 350
Abundance #13414: Heptanoic acid e
60 860 880 900 9.20

m/z 55.05 49_22%

. $
a1
87
}%JLLNILi . 113

m/z--> 50 100 150 200 250 300 350 8.60 8.80 9. OO 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089766.D

Aca On 17 Aug 2016 16:42

Operator : UM/SJ

Sample : H4476-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 8 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.76 3.11 ng 925224 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Propionic acid, 3-tetrazol-1-yl- 142 C4H6N402 1000304-09-3 30
Abundance Scan 890 (11.759 min): BF089766.D (-888) (-) m/z 73.00 100.00%
60 7B
5000
Llu 8 o 129
115 157 213 11.40 11.60 11.80 12.00
143 171185
0 199 L 237 2442% m/z 43.05  93.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
5000 129 L U UL BN UL B
nmnmnmnm
m/z 60.00 84 .34Y%
157 171 185 213 256
143
0|....|....... HH‘ ‘H \m ol """|""' I‘||1|99||‘|2|2|7|2I39”” ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 00 78
11)40 11!60 11!80 12foo '
5000 29 m/z 41.10 69.66%
129
85 115 171 214
o 98 143157 | 185197
mz> %0 40 o g0 100 150 140 140 1k 200 0 545 70
Abundance #61122: Dodecanoic acid R e EEaE L
78 11.40 11.60 11.80 12.00
60 m/z 57.10 68.93%
5000 43 129
115 157
“ ‘ 101 143 ‘ 171, o, 200
miz--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081716\
Data File : BF089766.D

Aca On 17 Aug 2016 16:42

Operator : UM/SJ

Sample : H4476-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081616.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 9 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.55 4.10 ng 1219470 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Nonadecane 268 C19H40 000629-92-5 25

Abundance Scan 959 (12.548 min): BF089766.D (-957) (-) m/z 43.05 100.00%
8/ 7
5000 J\L
129
i 185 on 1130 1240 1260 1280
157 : : : :
ol bhoabw R0 |24 262280 Tnz 73.00  97.38%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
83 7
12.20 12.40 12.60 12.80
97 185 o,y 284 m/z 60.00 82.57%
0 ?'5.‘. "‘I o ‘.‘:ll$.7.‘ .“. \Iz}?\l .“ N ]
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
12:20 12,40 12.60 12.80
5000 m/z 57.05 80.19%
129 242
97 199
149171
L L L UL WL L WL B B
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt T T
7 12.20 12.40 12.60 12.80
m/z 55.00 69.92%
43 155
5000 129
98
o ﬂk%xﬁk S E— 217 - ?79.,. 330 - |?87| N
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081716\
Data File : BF089766.D

Acq On 17 Aug 2016 16:42

Operator : UM/SJ

Sample : H4476-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081616.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]
2-Pentanone, 4-hy... 4.84 9.4 ng 1858830 1 6.70 3948990 20.0
unknown6 .47 6.47 78.7 ng 15530300 1 6.70 3948990 20.0
Nonanoic acid 8.35 3.1 ng 860405 2 7.99 5614230 20.0
n-Decanoic acid 8.92 2.7 ng 849424 3 9.74 6287590 20.0
n-Hexadecanoic acid 11.76 3.1 ng 925224 4 11.21 5945570 20.0
Octadecanoic acid 12.55 4.1 ng 1219470 4 11.21 5945570 20.0
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