LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF112217\
Data File : BF100840.D

Aca On : 22 Nov 2017 23:01

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 13 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-BF110817.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 3.846 291 299 318 rBVY 1065712 1666299 100.00% 28.322%
2 5.046 500 503 508 rBV 24677 24937 1.50% 0.424%
3 5.463 570 574 586 rBV 383107 372371 22.35% 6.329%
4 6.481 744 747 755 rBV 450311 388001 23.29% 6.595%
5 6.622 768 771 775 rBV 464409 395287 23.72% 6.719%
6 6.857 808 811 815 rBV 98777 79950 4 .80% 1.359%
7 7.010 834 837 841 rBV 384675 298092 17.89% 5.067%
8 7.416 902 906 909 rBV 322221 230800 13.85% 3.923%
9 8.139 1026 1029 1032 rBV 141183 102942 6.18% 1.750%
10 9.210 1208 1211 1215 rBV 556859 462786 27.77% 7 .866%
11 9.604 1275 1278 1281 rBV 43747 32782 1.97% 0.557%
12 9.816 1309 1314 1319 rVB 19606 21193 1.27% 0.360%
13 9.892 1324 1327 1331 rVB 153423 128316 7.70% 2.181%
14 10.310 1394 1398 1403 rvB2 24398 32463 1.95% 0.552%

15 10.680 1458 1461 1465 rVB 398569 306495 18.39% 5.209%

16 11.380 1577 1580 1583 rBV 164607 131498 7.89% 2.235%

17 11.898 1664 1668 1673 rBV 89561 82079 4._.93% 1.395%
18 12.680 1798 1801 1808 rBV 46970 47932 2.88% 0.815%
19 12.963 1845 1849 1852 rBV 667455 521662 31.31% 8.867%
20 13.851 1996 2000 2003 rBVZ2 51495 51970 3.12% 0.883%
21 13.886 2003 2006 2010 rVB 21690 20041 1.20% 0.341%

22 13.992 2020 2024 2026 rBV 297503 236728 14.21% 4.024%
23 14.021 2026 2029 2032 rVB 145944 131761 7.91% 2.240%
24 15.486 2275 2278 2285 rVB 89251 117036 7.02% 1.989%

Sum of corrected areas: 5883421
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\Data\BF112217\
Data File : BF100840.D

Aca On - 22 Nov 2017 23:01

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100840.D

1000000

85

800000

600000

6.48.62

400000 5.46 7.01

7.42

200000
6.86

5.05
T T T T I A
5.00
TIC: BF100840.D

0

7.00

7
7.50

5.50 6.00

———
Time--> 6.50

Abundance

1000000

800000
12.96

600000 9.21

400000 10.68

200000 8.14 0.89

9.60 g g

10.00

0 ;
13.00 13.50

10.50 11.00 12.00 12.50

TIC: BF100840.D

Time--> 9.50 11.50

Abundance

1000000

800000
600000

400000
13.99

200000 .02

15.49

L

15.50 16.00

19.00

0
Time-->

18.00

18.50

17.50

17.00

16.50

14.00

14.50

15.00

8270-BF110817.M Mon Nov 27 07:20:28 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF112217\
Data File : BF100840.D

Aca On : 22 Nov 2017 23:01

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.05 6.24 ng 24937 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Oxirane. [(1-methvlethoxy)methvll- 116 C6H1202 004016-14-2 40
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Heptanone. 7.7-dichloro- 182 C7H12CI20 066241-43-8 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 504 (5.051 min): BF100840.D (-500) (-) m/z 43.00 100.00%
43
59
5000
36 78 1‘|’1 480 5.00 520 5.40
S IV PSS | N S E— m/z 59.10 57.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L UL L I
59 480 500 520 5.40
m/z 58.00 17.15%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
59 R UL U L A
29 4.|80 5.'00 5.'20 5.'40
5000 m/z 101.00 16.84%
101
73
37 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e E N Ry m
43 4.80 5.00 5.20 5.40
m/z 41.10 11.14%
5000
101
15 253137 || 51 %8 9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF112217\
Data File : BF100840.D

Aca On : 22 Nov 2017 23:01

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.62 Concentration Rank 2

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

6.62 98.88 ng 395287 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF100840.D (-768) (-) m/z 132.00 100.00%
132
5000 68
96 SRR S
40 54 28 06 6.20 6.40 6.60 6.80 7.00
I B e B B m/z 68.10 39.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 I AL UL I I
6.20 6.40 6.60 6.80 7.00
m/z 134.00 31.91%
31
'"|'"Nllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 23.81%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl R e e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.86%
5000 98 116
S n,m...“,.nh.,uh..h, W .- N 189 SRS | G| S
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF112217\
Data File : BF100840.D

Aca On : 22 Nov 2017 23:01

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown9.82 Concentration Rank 8

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

9.82 3.30 ng 21193 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoamvl nitrite 117 C5H11NO2 000110-46-3 36
2 Oxalic acid. isobutvl nonvl ester 272 C15H2804 1000309-37-4 32
3 Oxalic acid. isohexvl pentvl ester 244 C13H2404 1000309-32-8 27
4 Acetamide. N-(2-hvdroxvethvl)- 103 C4H9NO2 000142-26-7 23
5 _alpha.-L-Galactopyranoside, met... 178 C7H1405 014687-15-1 17

Abundance Scan 1315 (9.822 min): BF100840.D (-1309) (-) m/z 57.05 100.00%
7
43
5000 7
85
" | 98 9.60 9.80 10.00 10.20
— e | m/z 43.05 67.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8485: Isoamy| nitrite
29 41 57
5000 71
9.60 9.80 10.00 10.20
‘ ‘ m/z 60.00 67.08%
Bl .‘;‘w..“w,..“; B T~
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
4s " '9.60 9.80 10.00 10.20
5000 m/z 71.00 51.74%
29 71
85
97 114 126 171
miz--> 20 40 60 80 100 120 140 160
Abundance #97056: Oxalic acid, isohexyl pentyl ester h
43 9.60 9.80 10.00 10.20
m/z 85.10 35.86%
5000
e 71 85
- ,‘2‘9 w,“l..‘.‘,..“‘. e 97415 120 161 SN R— (N —
m/z--> 20 40 60 80 100 120 140 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF112217\
Data File : BF100840.D

Aca On : 22 Nov 2017 23:01

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 12.48 ng 82079 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1668 (11.898 min): BF100840.D (-1664) (-) m/z 73.00 100.00%
43 60 73
5000 129
i 115 157 213
01 143 171185199 227 256 11.60 11.80 12.00 12.20

m/z 60.00 91.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

43 60 73

5000 129 e
11.60 11.80 12.00 12.20
“\ I u‘

m/z 43.05 86.16%
[rrrrprrrrprreT

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

213
143 157171 185 199

Abundance
60 73
43 R R RS
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 85.77%
29 185 228
87 101115 143,171 99
157 1 213
I B o o e B E REBEEEEERS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 70.75%
5000
‘ — ‘l‘;‘ : Iulul‘ miine ‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF112217\
Data File : BF100840.D

Aca On : 22 Nov 2017 23:01

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Tetradecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.68 7.29 ng 47932 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 _alpha.-D-Glucopvranoside. O-.al... 504 C18H32016 000597-12-6 35
5 Xylose 150 C5H1005 000058-86-6 27
Abundance Scan 1801 (12.680 min): BF100840.D (-1798) (-) m/z 43.05 100.00%
60 73
5000 129
12.40 12.60 12.80 13.00
m/z 73.00 90.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84453: Tetradecanoic acid
60 73
43
5000 129 12.40 12.60 12.80 13.00
29 o7 115 185 228 m/z 60.00 84 .99%
143 171
,.d. el \M Al B ...%99.?}?,.n..,..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
—v—v—v—rv—v—v—v—rv—
43 12.40 12.60 12.80 13.00
5000 129 m/z 57.05 78 .59%
29
85 115 171
97 143157 | 185 21
197
m/z--> 25 45 éo 85 160 150 140 160 1éo 260 250 240 meﬂh\,\AHvNA
Abundance #39470: n-Decanoic acid
60 73 12.40 12.60 12.80 13.00
m/z 55.05 75.99%
41
5000 - 129
11
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF112217\
Data File : BF100840.D

Aca On : 22 Nov 2017 23:01

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.85 7.89 ng 51970 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 2000 (13.851 min): BF100840.D (-1996) (-) m/z 55.05 100.00%
55
111
2000 163 MWJA—J\/\W"
|| I " 281 " 1360 13.80 14.00 14.20
e Lo e+ m/z 83.05 95.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111
13.60 13.80 14.00 14.20
2 m/z 57.05 94.20%
139
Il \‘ \H | 1P 167 196 238 266 294
m/z--> §o 160 1%0 260 2éo 360 3%0 460
Abundance
57
83 A R T T
13.60 13.80 14.00 14.20
5000 11 m/z 43.05 88.97%
29
139 182 210 255 356
mz-> 50 100 150 200 250 300 350 400 MWJLJ
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester L B e
57 13.60 13.80 14.00 14.20
83 m/z 69.05 85.26%
5000 111
29 169
Ld ‘klhl?g. 210 o5 406
m/z--> 50 1(')0 150 200 250 3(')0 350 4(')0 13.I60 13.80 14.00 14.'20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF112217\
Data File : BF100840.D

Aca On : 22 Nov 2017 23:01

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2,2°-(Ethane-1,2-diylbis(ox... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.04 ng 20041 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 78
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 78
3 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 78
4 Benzoic acid. 2-(4-nitrophenoxvy)... 287 C15H13NO5 1000368-92-7 64
5 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 64
Abundance Scan 2007 (13.892 min): BF100840.D (-2003) (-) m/z 149.00 100.00%
105 149
5000 77
R e I
3|9 | 119 281 13.60 13.80 14.00 14.20
...,....,....,..'.-.',..'.'. P ——— L S Y520 o -0 [ B T- W KX
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #189292: 2,2'—(Etr2bane 1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105
149
5000
77 13.60 13.80 14.00 14.20
m/z 77.00 43.63%
28 91 | 91 | 131 | 179193209 236
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280
Abundance
149
105
13.60 13.80 14.00 14.20
5000 m/z 150.00 16.12%
77
45
29 63 91 121135 163

WWTWWWWWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156210: Diethylene glycol dibenzoate R e AR
149 13.60 13.80 14.00 14.20

m/z 39.00 16.02%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20

8270-BF110817.M Mon Nov 27 07:20:35 2017 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\Data\BF112217\
Data File : BF100840.D

Acq On : 22 Nov 2017 23:01

Operator : SJ/JU

Sample : 16513-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.05 6.2 ng 24937 1 6.86 79950 20.0
unknown6 .62 6.62 98.9 ng 395287 1 6.86 79950 20.0
unknown9 .82 9.82 3.3 ng 21193 3 9.89 128316 20.0
n-Hexadecanoic acid 11.90 12.5 ng 82079 4 11.38 131498 20.0
Tetradecanoic acid 12.68 7.3 ng 47932 4 11.38 131498 20.0
1-Heneicosanol 13.85 7.9 ng 51970 5 14.02 131761 20.0
2,2"-(Ethane-1,2-... 13.89 3.0 ng 20041 5 14.02 131761 20.0

8270-BF110817.M Mon Nov 27 07:20:35 2017 Page: 10



