LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA N\DATA\BN021918\
Data File : BN0O00124.D
Aca On : 19 Feb 2018 23:21 Instrument :
Operator : JU/SJ gykﬁg el

- - lentosampleld :
a?ggle : J1577-04 COMPOSITE-B-DISSOLVED
ALS Vial : 14 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 N\METHODS\8270-BN020718.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 3.234 37 42 51 rBvV 403469 775217 2.65% 0.481%
2 3.316 51 56 80 rvB 3085552 5282009 18.05% 3.280%
3 5.934 492 501 514 rBVY 3645608 5908143 20.19% 3.669%
4 7.581 767 781 793 rBVY 2871209 4823564 16.49% 2.996%
5 7.975 839 848 861 rBY 7038015 11801808 40.34% 7 .330%
6 8.457 922 930 943 rVB 1675580 2759635 9.43% 1.714%
7 8.787 978 986 999 rBVY 6341909 10645830 36.38% 6.612%
8 9.634 1122 1130 1138 rBvY 5225856 8897131 30.41% 5.526%
9 11.298 1404 1413 1422 rBV 2577826 4415528 15.09% 2.742%
10 13.698 1812 1821 1830 rBV 14922962 22018436 75.25% 13.675%

11 14.498 1952 1957 1964 rBV 361065 567213 1.94% 0.352%
12 14.928 2025 2030 2035 rVB 244467 303794 1.04% 0.189%
13 15.069 2047 2054 2062 rBV2 3953252 6170187 21.09% 3.832%
14 15.869 2178 2190 2195 rBvV2 320801 620363 2.12% 0.385%
15 16.533 2297 2303 2318 rBV 10340259 15395833 52.62% 9.562%

16 16.722 2330 2335 2353 rVB 304577 547299 1.87% 0.340%
17 17.786 2509 2516 2523 rBV2 5236300 7621692 26.05% 4_.733%
18 18.627 2653 2659 2670 rBV 1042486 1725971 5.90% 1.072%
19 19.874 2866 2871 2885 rBV 793562 1269959 4_.34% 0.789%
20 20.345 2945 2951 2957 rBV 22727021 29259095 100.00% 18.172%

21 21.568 3154 3159 3170 rBV2 522002 1001901 3.42% 0.622%
22 21.898 3209 3215 3225 rBV 6984361 9230820 31.55% 5.733%
23 24.374 3628 3636 3651 rVB2 4841534 9974947 34.09% 6.195%

Sum of corrected areas: 161016375
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Titl

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA N\DATA\BN021918\

- BN0O00124.D

: 19 Feb 2018 23:21

- Ju/Ssd

- J1577-04 COMPOSITE-B-DISSOLVED
14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA N\METHODS\8270-BN020718.M

e - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BN000124.D

7.97 8.79

5.93

3.32 7.58 11.30

8.46
3.

O
Time--> 3.00

I T T T
10.00 10.50 11.00 11.50

350 400 450 5.00 550
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8.50 9.00 9.50
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2e+07

1.5e+07

le+07

5000000

TIC: BN000124.D

20.34

13.70

16.53

17.79
15.07

18.63 19.87

14.50 14. 15.87 16.72

Time-->

Obr
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o
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Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BN000124.D

21.90
24.37

0

21.57

I\

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\

Data File : BN000124.D

Aca On : 19 Feb 2018 23:21

Operator : JU/SJ

ﬁ?ggle : J1577-04 COMPOSITE-B-DISSOLVED
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.32 38.28 ng 5282010 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 57 (3.322 min): BN000124.D (-51) (-) m/z 73.10 100.00%
7B
5000 /\\‘
43
55 8 U S AL L
‘ | 101 193 3.20 3.40 3.60
) IS NS PSR ) S - S — m/z 43.10 28.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 BB SRR SR
43 3.20 3.40 3.60
‘ 55 87 m/z 87.10 26.00%
29
0'|"“"‘|“""'|"""|""l""l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
87 U S AL L
3.20 340 3.60
5000 41 55 m/z 55.10 20.86%
! ﬁ\A\\
97 112 129
B L L U UL B S BB
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4436: Pentane, 3-methoxy- e L R Em e
73 3.20 3.40 3.60
m/z 71.10 10.72%
5000
45
29
0 H \‘\‘ 5\5 il 101 /\\
LURUEE AL UL N FRELALEL UL AR SARLLALA SR SR U S AL L
m/z--> 20 40 60 80 100 120 140 160 180 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\

Data File : BN000124.D

Aca On : 19 Feb 2018 23:21

Operator : JU/SJ

ﬁ?ggle : J1577-04 COMPOSITE-B-DISSOLVED
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.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 3 unknown7.97 Concentration Rank 1

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

7.97 85.53 ng 11801800 1,4-Dichlorobenzene-d4 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 847 (7.969 min): BN000124.D (-839) (-) m/z 132.10 100.00%
132
5000 68
40 54 e J 7.60 7.80 8.00 8.20 8.0
o g8 lasur 20T 68,10 43.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LSRN U L R
7.60 7.80 8.00 8.20 8.40
2 m/z 134.10 32.13%
0I"LN\lﬂhl'l”j?'”'l""ﬁ'"I'”'I""P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 7.60 7.80 8.00 8.20 8.40
5000 og 116 m/z 66.10 28.31%
158 189
R L S S L UL L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.05 17.94%
117
5000
29 91
G R
0 |‘||| II\I\I l::: ||‘||‘|‘|||‘|l‘| T e  ma o
m/z--> 20 4'0 60 80 100 120 140 160 180 200 760 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\

Data File : BN000124.D

Aca On : 19 Feb 2018 23:21

Operator : JU/SJ

ﬁ?ggle : J1577-04 COMPOSITE-B-DISSOLVED
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.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 5 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.01 ng 620363 Acenaphthene-d10 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 86

Abundance Scan 2190 (15.869 min): BN000124.D (-2178) (-) m/z 57.10 100.00%

57

5000

i%

15.60 15.80 16.00 16.20

141 169184 207 226

0 m/z 71.10 70.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane
57
85
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_f
5000 4

15.60 15.80 16.00 16.20
m/z 43.10 63.58%

113
226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
T T T
85 15.60 15.80 16.00 16.20
5000 m/z 85.10 50.50%
41
113
o 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane e RRRREREE e SE
57 15.60 15.80 16.00 16.20

m/z 41.10 30.67%
85
5000

%

M [ J 1ﬁ3 141 169 197212 240

ok e e e e e e e e sELIMEME S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\

Data File : BN000124.D

Aca On : 19 Feb 2018 23:21

Operator : JU/SJ

ﬁ?ggle : J1577-04 COMPOSITE-B-DISSOLVED
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.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 6 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.63 4.53 ng 1725970 Phenanthrene-d10 17.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Isopropyl palmitate 298 C19H3802 000142-91-6 58
Abundance Scan 2659 (18.627 min): BN000124.D (-2653) (-) m/z 73.05 100.00%
7B
43
5
5000
129
97 115 213 R BRI SRR NN IR
1431571711851 997207 256 083 18.40 18.60 18.80 19.00
Obrrrrrrrr i m/z 60.10 77.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256 LR BRI SUBLLN I B
18.40 18.60 18.80 19.00
21 m/z 43.10 71.86%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
"' 18.40 1860 18.80 19.00
5000 43 57 129 m/z 55.10 60.87%
a7 185
115 228
) 101 143, 171 g0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid S T T
4 78 18.40 18.60 18.80 19.00
57 m/z 57.10 59.11%
5000 129
29
199
Lji 143157171185 242
oL15
—v—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00

8270-BN020718_.M Tue Feb 20 10:27:59 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\

Data File : BN000124.D

Aca On : 19 Feb 2018 23:21

Operator : JU/SJ

ﬁ?ggle : J1577-04 COMPOSITE-B-DISSOLVED
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.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 7 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.87 2.75 ng 1269960 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 15
Abundance Scan 2870 (19.868 min): BN000124.D (-2866) (-) m/z 73.10 100.00%
43 7
5000 129
o7 185 UV SRR
241
157 284 19.60 19.80 20.00 20.20
o Y SOV W = I R S B o £ T B T B - -1
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
78
43
129
5000 284 SRR NI U SR
97 185 241 19.60 19.80 20.00 20.20
H ‘ m/z 60.05 71.74%
ol I T \1§7 I\ s ‘,2}3.“. L 265 | —
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 19.60 19.80 20.00 20.20
5000 284 m/z 57.10 68.55%
129
97
185
0 157 213 241 oes 311 372
L L L L L L L DL L L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid R BB SEEEE eSS
78 19.60 19.80 20.00 20.20
43 m/z 55.10 68.23%
5000 129
185 228
LT ]
OI‘I\IIIMI‘HI |'H|'h|\'|““|“ﬁ I\Iw:!-??ll\lllll T B ELE B S T e
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\

Data File : BN000124.D

Aca On : 19 Feb 2018 23:21

Operator : JU/SJ

ﬁ?ggle : J1577-04 COMPOSITE-B-DISSOLVED
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.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 8 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.57 2.17 ng 1001900 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Cyclopentadecane 210 C15H30 000295-48-7 91
Abundance Scan 3159 (21.568 min): BN000124.D (-3154) (-) m/z 83.10 100.00%
55
5000 w,“~__-_,ﬁ_,*/\v\\_Ju~_ﬂﬂ_,_\
LU B BRI SUURE
139 207 21.20 21.40 21.60 21.80
ol o8 230 AL 32835 ML nyz 55.10  89.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
ok
5000 L SO B DR SRS
mmmmmmmm
2 m/z 97.05 89.71%
0 \“ 1 \‘ “ H \H\ ‘\ \\ h 1167 196 238 266 294
m/z--> 50 oo 2%0 360 3%0 460
Abundance
57
83 NIV BN BRI U
21.20 21.40 21.60 21.80
5000 m/z 57.10 88.50%
29 111
o 139 167 106 224 252 280
m/z--> 55 160 1éo 260 250 360 3%0 400
Abundance #186968: n-Tetracosanol-1  BRE R L
57 8 21.20 21.40 21.60 21.80
m/z 43.10 83.36%
- | Juk~\",w_ﬂ-/\\~A~A$AMMAAV
29
ol ‘l‘ J | { | ,167 195 222 250 280 308 336
m/z--> 50 1& 1% 2& 250 3& 3% 4m mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ N\DATA\BN021918\

Data File : BNO00124.D

Acq On : 19 Feb 2018 23:21

Operator : JU/SJ

3?22'6 - J1577-04 COMPOSITE-B-DISSOLVED
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_N\METHODS\8270-BN020718.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]
Butane, 2-methoxy... 3.32 38.3 ng 5282010 1 8.46 2759640 20.0
unknown? .97 7.97 85.5 ng 11801800 1 8.46 2759640 20.0
Hexadecane 15.87 2.0 ng 620363 3 15.07 6170190 20.0
n-Hexadecanoic acid 18.63 4.5 ng 1725970 4 17.79 7621690 20.0
Octadecanoic acid 19.87 2.8 ng 1269960 5 21.90 9230820 20.0
1-Heneicosanol 21.57 2.2 ng 1001900 5 21.90 9230820 20.0
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