LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00117.D

Aca On : 19 Feb 2018 19:21

Operator : JU/SJ

Sample : J1573-05

Misc :

ALS Vial : 7 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 361011 707664 2.19% 0.437%
2 3.316 51 56 81 rVB 2846201 5020851 15.55% 3.101%
3 5.934 494 501 517 rBVY 3253237 5338796 16.54% 3.298%
4 7.581 767 781 794 rBVY 2245198 3804915 11.79% 2.350%
5 7.975 839 848 860 rBY 6678716 11354236 35.17% 7.013%

8.457 923 930 942 rVB 1516492 2562640 7.94% 1.583%
8.787 978 986 996 rBV 6187425 10642638 32.97% 6.574%
9.639 1122 1131 1138 rBV 5396815 9126804 28.27% 5.637%
11.298 1405 1413 1421 rBV 2453737 4233877 13.11% 2.615%
13.698 1809 1821 1829 rBV 15061333 22486626 69.65% 13.889%

=
QO ~NO®

11 14.504 1952 1958 1964 rBV 337774 552494 1.71% 0.341%
12 14.927 2025 2030 2035 rBV 311073 382854 1.19% 0.236%
13 15.069 2047 2054 2063 rVB2 3888406 5916219 18.33% 3.654%
14 15.869 2181 2190 2195 rBvV2 389281 543812 1.68% 0.336%
15 16.533 2297 2303 2317 rBV 10372310 15426829 47.79% 9.529%

16 16.721 2330 2335 2347 rVB 299970 453921 1.41% 0.280%
17 17.786 2509 2516 2523 rBV2 5131015 7345694 22_.75% 4_537%
18 18.627 2654 2659 2670 rBV 1117477 1809880 5.61% 1.118%
19 19.874 2867 2871 2889 rBV 818274 1408255 4_36% 0.870%
20 20.345 2945 2951 2963 rBV 24963974 32282887 100.00% 19.940%

21 21.568 3155 3159 3167 rBV 1042064 1617167 5.01% 0.999%
22 21.898 3210 3215 3221 rVB 6729362 8903979 27.58% 5.500%
23 24.380 3629 3637 3652 rVB2 4760625 9975873 30.90% 6.162%

Sum of corrected areas: 161898911
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BNO0O0117.D

19 Feb 2018 19:21

JussJ

J1573-05

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA N\METHODS\8270-BN020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2.5e+07

2e+07

1.5e+07

le+07

5000000

3.

3.32

TIC: BNO00117.D

7.97

5.93

7,58 8.46

8.79

9.64

11.30

O
Time--> 3.00

350 400 450 5.00 550

6.00 650 7.00 750 800 850

9.00

9.50

I T T
10.00 10.50 11.00 11.50

Abundance
2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BNO00117.D

13.70

16.53

15.07

15.87

14.50 14.9 16.72

17.79

18.63

20.34

19.87

O
Time-->

A .
LN N B N B e S B B N B B N e N B B B N D B D B B B B B B B N N B

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BNO00117.D

21.90
24.38

21.57
A

0

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 : BNO00117.D

Aca On : 19 Feb 2018 19:21

Operator : JU/SJ

Sample : J1573-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.32 39.19 ng 5020850 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 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 57 (3.322 min): BN0O00117.D (-51) (-) m/z 73.05 100.00%
73
5000 /\\\_
2 s 8 U S AL L
| 007 320 3.40 3.60
ot bl e o %% m/z 43.10  28.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
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 25.85%
29
O'I”M'wj'wl"”'I”"I"'W""I'”'I""P"'I"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87 U S S
3.20 340 3.60
5000 41 55 m/z 55.10 21.76%
29
0 97 112 129
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy- L L R
73 3.20 3.40 3.60
m/z 71.05 10.98%
5000 k
45
29
Oty F?I" fr g }?%"' [rrrrprrrrp Tt U AL AL L
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00117.D

Aca On : 19 Feb 2018 19:21

Operator : JU/SJ

Sample : J1573-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 unknown7.97 Concentration Rank 1

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

7.97 88.61 ng 11354200 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 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 847 (7.969 min): BN000117.D (-839) (-) m/z 132.10 100.00%
5000 68
40 X 7.60 7.80 8.00 8.20 8.0
54 : . : : :
0 .':~,5?“3..I,Js°.7..,.. 29 | m/z 68.10  43.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LSRN R UL R
7.60 7.80 8.00 8.20 8.40
2 m/z 134.10 31.80%
0"”I'J”Mlﬂhl'y”h"”lj'”l"“ | N N S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56 132
7.60 7.80 8.00 8.20 8.40
5000 m/z 66.10 28.95%
15 21 42 76 91
L L L U S S W S LI WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine I R RamE R
132 7.60 7.80 8.00 8.20 8.40
o7 m/z 69.05 18.09%
5000 0
31 52
0 ‘ | il 86 I 1]\-6 |
m/z--> 20 4'0 6|O 8|0 100 120 140 160 180 200 760 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 : BNO00117.D

Aca On : 19 Feb 2018 19:21

Operator : JU/SJ

Sample : J1573-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.63 4.93 ng 1809880 Phenanthrene-d10 17.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Isopropvl palmitate 298 C19H3802 000142-91-6 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2659 (18.627 min): BN000117.D (-2654) (-) m/z 73.05 100.00%
73
5000 J\\
" 18.40 1860 18.80 19.00
Obrrrprrrri m/z 60.10 75.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 LR UL BUMLLN UL B
18.40 18.60 18.80 19.00
2% m/z 43.05 72 .58%
0 |||||‘l||‘il‘||“|“||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
"' 18140 1860 18.80 19.00
5000 129 m/z 57.10 60.63%
97 199 242
o 21 58 113 157 180 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143138: Isopropy! palmitate
43 60 18.40 18.60 18.80 19.00
102 m/z 55.10 60.02%
5000
2
Obrrrprbrrers B s
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 18M0 18%0 18%0 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00117.D

Aca On : 19 Feb 2018 19:21

Operator : JU/SJ

Sample : J1573-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.87 3.16 ng 1408260 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62
Abundance Scan 2870 (19.868 min): BN000117.D (-2867) (-) m/z 73.10 100.00%
43 7B
5000 129 “~M~‘v--‘-~/\\NJkgvﬂﬂwpuj\
97
185 241 SRR NI U SR
207 284 19.60 19.80 20.00 20.20
o vl 224 | 265 31 n/z 43.10 90.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131262: Octadecanoic acid
73

%

129

5000 284 LA L L L L L LB
19 60 19. 80 20. OO 20 20
m/z 60.05 78.91%
02
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
73
3 19.60 19.80 20.00 20.20
e 129 m/z 57.10 75.51%
185
97 228
157
o 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72646: Tridecanoic acid R e e B A AR SR
43 73 19.60 19.80 20.00 20.20
m/z 55.10 70.40%
5000
‘ 129 171 214
I 1 2 N . S So
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BNO00117.D

Aca On : 19 Feb 2018 19:21

Operator : JU/SJ

Sample : J1573-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 E-14-Hexadecenal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.57 3.63 ng 1617170 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 95
2 Cvclopentadecane 210 C15H30 000295-48-7 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 93
Abundance Scan 3159 (21.568 min): BN000117.D (-3155) (-) m/z 83.10 100.00%
57 83 W
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
139 207 21.20 21.40 21.60 21.80
o 168 238 267 296 327 357 416 m/z 57.10 94 _80%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92510: E-14-Hexadecenal
43
5000 RN AR AR AR
11 mmmmmmmm
m/z 97.10 89.16%
0 1 \‘ H \‘h “ ‘\1‘.10 168 210 238
m/z--> oo 2éo 360 3%0 460 4éo
Abundance
55
8 21120 21.40 21.60 21.80
5000 m/z 55.10 88.92%
29 111
139 182210
O S I o o T S T A T T e o T
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #210517: 1-Heptacosanol L B
57 7 21.20 21.40 21.60 21.80
m/z 69.10 84 .20%
5000
125
o 29 ‘ l ﬁ?3*181 209 236 264 292 320 350 378
m/z--> 5'0 1(')0 150 200 250 3(')0 351;0 4(')0 4&'30 21 20 21. 40 21 60 21. 80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN021918\
Data File : BNO00117.D

Acq On : 19 Feb 2018 19:21

Operator : JU/SJ

Sample - J1573-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_N\METHODS\8270-BN020718_.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]
Butane, 2-methoxy... 3.32 39.2 ng 5020850 1 8.46 2562640 20.0
unknown? .97 7.97 88.6 ng 11354200 1 8.46 2562640 20.0
n-Hexadecanoic acid 18.63 4.9 ng 1809880 4 17.79 7345690 20.0
Octadecanoic acid 19.87 3.2 ng 1408260 5 21.90 8903980 20.0
E-14-Hexadecenal 21.57 3.6 ng 1617170 5 21.90 8903980 20.0
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