LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00265.D

Aca On : 06 Mar 2018 15:59

Operator : JU/SJ

Sample : J1699-81

Misc :

ALS Vial : 12 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 3.222 34 40 51 rBvV 130963 282178 1.98% 0.298%
2 3.310 51 55 70 rvB 247533 404938 2.84% 0.428%
3 5.434 408 416 429 rBV 132264 211375 1.48% 0.223%
4 5.928 492 500 514 rBV 4738842 7479851 52.42% 7 .899%
5 7.575 771 780 794 rBVY 4883990 8346677 58.49% 8.815%
6 7.969 839 847 869 rVB 4938593 8240519 57.75% 8.702%
7 8.451 921 929 938 rBVY 1009135 1712013 12.00% 1.808%
8 8.781 977 985 994 rBVY 3468176 5952557 41.71% 6.286%
9 9.628 1121 1129 1137 rBV 3044156 5075377 35.57% 5.360%
10 11.287 1403 1411 1419 rBVY 1619204 2754576 19.30% 2.909%

11 13.692 1812 1820 1827 rBV 7531479 11447101 80.22% 12.089%
12 14.492 1949 1956 1962 rBV 332028 475628 3.33% 0.502%
13 14.916 2022 2028 2033 rBV 117208 145735 1.02% 0.154%
14 15.057 2046 2052 2061 rBv2 2339108 3699815 25.93% 3.907%
15 15.857 2183 2188 2192 rVB 165104 193466 1.36% 0.204%

16 16.527 2296 2302 2321 rBV 5119263 7778828 54.51% 8.215%
17 16.710 2329 2333 2342 rBvV 160010 247670 1.74% 0.262%
18 17.780 2508 2515 2527 rVB 2991466 4269986 29.92% 4 _509%
19 18.616 2652 2657 2668 rBV 407360 666485 4.67% 0.704%
20 19.545 2812 2815 2826 rVB2 119675 153239 1.07% 0.162%

21 19.863 2865 2869 2877 rBV 131905 192072 1.35% 0.203%
22 20.339 2941 2950 2964 rBV 11312620 14270385 100.00% 15.070%
23 21.551 3152 3156 3174 rBV 737408 1119523 7.85% 1.182%
24 21.892 3208 3214 3225 rVB 3623921 4827260 33.83% 5.098%
25 24.368 3627 3635 3645 rVB 2310695 4745115 33.25% 5.011%

Sum of corrected areas: 94692369
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00265.D

Aca On : 06 Mar 2018 15:59

Operator : JU/SJ

Sample : J1699-81

Misc :

ALS Vial : 12 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

Abundance TIC: BN000265.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00265.D

Aca On : 06 Mar 2018 15:59

Operator : JU/SJ

Sample : J1699-81

Misc :

ALS Vial : 12 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.

3.31 4.73 ng 404938 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 55 (3.310 min): BN000265.D (-51) (-) m/z 73.10 100.00%
7B
5000 ]k
43
55 87 A AL N
36 | | 320 340 3.60
SNBSS X T S M M . m/z 43.10 28.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- ML
73
5000 U A IS I
3.20 3.40 3.60
55 87 m/z 87.10 24.90%
"w'“'v"w'“'w'“l“"w'“l”'?ﬂ'“l“'w"“l“'w'“'v'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U A L IS
3.20 340 3.60
5000 41 55 m/z 55.10 21.61%
29
65 80 97 112 129
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #734: N—Ethylformamide L L L B L R |
30 320 340 3.60
73 m/z 71.10 11.11%
5000
44 58
e | |
“'v”Jl”l"“'Mmhl“'w'“'w'”l“'w'“'w'“l“'w'“'v'“ U A L IS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 340 3.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00265.D

Aca On : 06 Mar 2018 15:59

Operator : JU/SJ

Sample : J1699-81

Misc :

ALS Vial : 12 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.43 2.47 ng 211375 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 25
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 415 (5.428 min): BN000265.D (-408) (-) m/z 43.10 100.00%
a3
59
5000
101 e
73 83 5.00 5.20 5.40 5.60 5.80
...,....,....,..3.6.','.'...,??-.-'1,....,.'...,.-...,...:,....,. m/z 59.10 57.98%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R L U
5.00 5.20 5.40 5.60 5.80
m/z 101.10 24 .37%
25 31 37 | 83 g3 W1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
500 520 5.40 560 580
0
5000 101 m/z 58.05 17.57%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl- BEEEE R o
31 59 5.00 5.20 5.40 5.60 5.80
m/z 41.10 9.02%
5000
41
25, “‘\‘47 53| | B g7 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00265.D

Aca On : 06 Mar 2018 15:59

Operator : JU/SJ

Sample : J1699-81

Misc :

ALS Vial : 12 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 4 unknown7.97 Concentration Rank 1

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

7.97 96.27 ng 8240520 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 847 (7.969 min): BN000265.D (-839) (-) m/z 132.10 100.00%
132
5000 68
© s % J 750 B0 8.b0 550 840
o 8 lyewr g o207 njz 68.10  42.11%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LN U UL R
7.60 7.80 8.00 8.20 8.40
m/z 134.10 32.80%
31
""l'w'l'l'jg"'l"”l""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
57 132
74 7.60 7.80 8.00 8.20 8.40
5000 9g 116 m/z 66.10 27 .26%
158 189
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine s B e B
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 16.93%
97
5000
70
31
M0 e | ue
m/z--> 40 60 80 100 120 140 160 180 200 760 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00265.D

Aca On : 06 Mar 2018 15:59

Operator : JU/SJ

Sample : J1699-81

Misc :

ALS Vial : 12 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.62 3.12 ng 666485 Phenanthrene-d10 17.78
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 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2658 (18.621 min): BN000265.D (-2652) (-) m/z 73.10 100.00%
7B
43 60 JL\‘
5000
129
9 115 213 RN BN BN SUNRN I
143157171185 59 207 256 18.40 18.60 18.80 19.00
Frrpre e m/z 60.10 77.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 UL BRI U RO R
mmmmmmmm
i 21 m/z 43.05 75.04%
185
— Il‘l - I‘I‘I T 143 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
"' 1840 18.60 18.80 19.00
5000 129 m/z 55.10 63.59%
29
87101115 143157171185199 242
15 213226
m/z--> 25 45 eb éo 160 150 150 160 180 200 220 240 2é0
Abundance #72648: Tridecanoic acid e R e L
60 78 18.40 18.60 18.80 19.00
m/z 57.05 61.69%
43
5000
129
29 ‘ . 1s 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 40 18 60 18. 80 19. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00265.D

Aca On : 06 Mar 2018 15:59

Operator : JU/SJ

Sample : J1699-81

Misc :

ALS Vial : 12 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.55 4.64 ng 1119520 Chrysene-di12 21.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 3156 (21.551 min): BN000265.D (-3152) (-) m/z 83.10 100.00%
57 83
5000 111 Af\\
139 10 140 2160 2180
oLl L, .]l.,-?6.7..,....,?6.7..,.?2.7.,....,.. m/z 57.10 95.03%

m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55

5000
21.20 21.40 21.60 21.80

m/z 55.10 90.84%

29
L % LS h167 19 238 266 204
ey T T B e e e L o I
m/z--> 50 OO 250 300 350 400
Abundance
55 83
_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—rr

21.20 21.40 21.60 21.80

5000 111 m/z 97.10 85.98%

29
139 168 196 238 266
— T T T T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance : i

#220103: Heptafluorobutyric acid, pentadecyl ester

57 21.20 21.40 21.60 21.80
83 m/z 69.05 84 .65%
5000 ”
29 ‘ 169
210
BT G T - ) S
m/z--> 50 100 150 200 250 300 350 400 21 20 21. 40 21. 60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_N\DATA\BNO30618\
Data File : BN0O00265.D

Acq On : 06 Mar 2018 15:59

Operator : JU/SJ

Sample - J1699-81

Misc :

ALS Vial : 12 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... 3.31 4.7 ng 404938 1 8.45 1712010 20.0
2-Pentanone, 4-hy... 5.43 2.5 ng 211375 1 8.45 1712010 20.0
unknown? .97 7.97 96.3 ng 8240520 1 8.45 1712010 20.0
n-Hexadecanoic acid 18.62 3.1 ng 666485 4 17.78 4269990 20.0
1-Heneicosanol 21.55 4.6 ng 1119520 5 21.89 4827260 20.0
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