LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BNO00125.D

Aca On : 19 Feb 2018 23:55

Operator : JU/SJ

Sample : J1591-01

Misc :

ALS Vial : 15 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

3.234 37 42 51 rBvV 480191 937765 2.90% 0.582%
3.316 51 56 81 rVvB 4072211 6917477 21.38% 4.292%
2360489 3808630 11.77% 2.363%
7.581 774 781 794 rVB 1521066 2497734 7.72% 1.550%
7.975 840 848 859 rBvV 5083050 8331410 25.75% 5.170%
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8.457 923 930 941 rBV 1868852 3030428 9.36% 1.880%
8.787 978 986 997 rVB 7409192 12351139 38.17% 7.664%
9.634 1121 1130 1150 rBV 5871102 10160830 31.40% 6.305%
11.298 1404 1413 1420 rBV 2823144 4848356 14.98% 3.008%
13.698 1813 1821 1829 rBV 16819140 25104091 77.58% 15.577%

=
QO ~NO®

11 14.498 1951 1957 1964 rBV 362804 576587 1.78% 0.358%
12 14.928 2025 2030 2039 rVB 299149 384651 1.19% 0.239%
13 15.069 2047 2054 2062 rVB2 4314996 6674131 20.62% 4.141%
14 15.869 2178 2190 2194 rBvV2 312771 618099 1.91% 0.384%
15 16.533 2297 2303 2322 rBV 7403014 10443853 32.27% 6.480%

16 16.716 2330 2334 2338 rBV 252681 357960 1.11% 0.222%
17 17.786 2508 2516 2526 rBV 5660450 8073604 24.95% 5.010%
18 18.622 2653 2658 2668 rBV 734644 1165709 3.60% 0.723%
19 19.874 2866 2871 2881 rBV 569267 953009 2.95% 0.591%
20 20.345 2945 2951 2964 rBV 24606887 32360203 100.00% 20.079%

21 21.568 3154 3159 3177 rBV 1101165 2024172 6.26% 1.256%
22 21.898 3209 3215 3224 rVB 7149404 9421561 29.11% 5.846%
23 24.380 3628 3637 3650 rVB2 4752138 10120288 31.27% 6.280%

Sum of corrected areas: 161161687
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1\BNA N\DATA\BN021918\
: BNO00125.D

: 19 Feb 2018 23:55

: Ju/sd

: J1591-01

15 Sample Multiplier: 1

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

C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BN000125.D

8.79
208 9.63
3.32
5.93 11.30

7.58 8.46

3.

0

Time--> 3.00

T T T
10.00 10.50 11.00 11.50

350 400 450 5.00 550 6.00

650 7.00 7.50 8.00

8.50 9.00 9.50

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BNO00125.D

20.34

13.70

16.53

17.79
15.07

18.62

14.50 14. 19&87

15.87 16.72

0
Time-->

N | S—
LI L L L L N L [ L L L L L I L L O L L O L L Lt L LB L L L

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

2e+07

1.5e+07

le+07

5000000

0

TIC: BN000125.D

21.90
24.38
21.57

5 |

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 : BN0O00125.D

Aca On : 19 Feb 2018 23:55

Operator : JU/SJ

Sample : J1591-01

Misc :

ALS Vial : 15 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 45.65 ng 6917480 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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 57 (3.322 min): BN000125.D (-51) (-) m/z 73.10 100.00%
73
5000 /K\‘
e 3k sw ek
o.,....','-.'..|.,..|.-.,....,....,..1??,....,....,....,2.0.7.. m/z 43.10 28.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 BB SRS
43 3.20 3.40 3.60
55 87 m/z 87.05 26.51%
29
O'I”M'wj'ml"”w""I”"I"”I""P'"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87 UL AL AL R
3.20 340 3.60
5000 41 55 m/z 55.10 22.02%
29
0 97 112 129
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4436: Pentane, 3-methoxy- R B
73 3.20 3.40 3.60
m/z 71.05 11.06%
5000
45
29
0 Ll \‘\‘ 5\5 I 101 /L
m/z--> 20 40 60 80 100 120 140 160 180 200 320 340 3.60 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00125.D

Aca On : 19 Feb 2018 23:55

Operator : JU/SJ

Sample : J1591-01

Misc :

ALS Vial : 15 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 unknown7.98 Concentration Rank 2

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

7.98 54.99 ng 8331410 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 849 (7.981 min): BN000125.D (-840) (-) m/z 132.10 100.00%
132
5000 68
40 % 7.60 7.80 8.00 8.20 8.40
54 : : : : :
0 8 s et 208 L Tm/z 68,10  40.13%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S RN RS L
7.60 7.80 8.00 8.20 8.40
31 ‘ m/z 134.10 32.50%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
7.60 7.80 8.00 8.20 8.40
5000 m/z 66.10 26 .55%
33 105
51 70 86
o e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl A e
57 132 7.60 7.80 8.00 8.20 8.40
24 m/z 69.10 16.66%
5000 98 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 760 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 : BN0O00125.D

Aca On : 19 Feb 2018 23:55

Operator : JU/SJ

Sample : J1591-01

Misc :

ALS Vial : 15 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 6
R.T. EstConc Area Relative to ISTD R.T.
18.62 2.89 ng 1165710 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 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2658 (18.622 min): BN000125.D (-2653) (-) m/z 73.05 100.00%
43 60 i j\\Q
5000
129
o7 115 213 HRA AR BN BN B
| 143197171185 199 “ 17 5y 256 18.40 18.60 18.80 19.00
Ol rrrr i m/z 60.10 79.40%
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 UL UL
129 mmmmmmmm
. 213 m/z 43.10 74.12%
185
0 |||||||||||| IHH‘ MH IH‘\ |“|‘||14‘|.3|||||||| |‘||]|-99|||‘| 2|2|7|?49||| —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 "' 1840 18.60 18.80 19.00
5000 129 m/z 57.10 63.94Y%
29 87 185 228
. 99 115 ' 14357171 199513
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid
73 18.40 18.60 18.80 19.00
60 m/z 55.10 62.39%
5000 43 129
7 115 o7
“ T 101 143 ‘ 171 200
Ol.n.P.HJ”‘,MMNJ.Hw.”.“.”,”.wgﬁ...” AR BBRRE s
miz--> 20 80 100 120 140 160 180 200 220 240 260 18. 40 18 60 18. 80 19. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA N\DATA\BN021918\
Data File : BN0O00125.D

Aca On : 19 Feb 2018 23:55

Operator : JU/SJ

Sample : J1591-01

Misc :

ALS Vial : 15 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 2.02 ng 953009 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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 2870 (19.869 min): BN000125.D (-2866) (-) m/z 73.05 100.00%
43
5000 129 \ﬂakaﬂgﬁ,v,,,/\\~¢\MVN,M~AA
97
185 241 e 19.60 19.80 20.00 20.20
157 213 : : : :
0 L i .'.l.l, e 265 0 3™ Thyz 43.10 87.98%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 SRR N SRR SR
97 185 241 19.60 19.80 20.00 20.20
‘ m/z 60.10 83.00%
0 2 \m;‘u‘\lml ‘;\?'5“7 .“ o \IZIJ\'%\I I |"26'7"' T
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 19.60 19.80 20.00 20.20
5000 m/z 57.10 74 _.46Y%
129
185 228
97
oL26 149166 211
m/z--> 55 160 1%0 260 2%0 300 3%0
Abundance #95855: Pentadecanoic acid R LA R
43 73 19.60 19.80 20.00 20.20
m/z 55.10 69.92%
5000 129
97 199 242
L [ b | oo |
02 \III“I\I\JHILW\I\JI {I |‘18i¢)|||‘2|2§|‘ —— ——— AR w2 LR
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 : BN0O00125.D

Aca On : 19 Feb 2018 23:55

Operator : JU/SJ

Sample : J1591-01

Misc :

ALS Vial : 15 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 5
R.T. EstConc Area Relative to ISTD R.T.
21.57 4.30 ng 2024170 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Cvclopentadecane 210 C15H30 000295-48-7 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 3159 (21.568 min): BN000125.D (-3154) (-) m/z 83.10 100.00%
57 83
5000 111 J\\‘_W*
NN BN SRR IR
139 189 218 21.20 21.40 21.60 21.80
o3 ,‘ l, l..,.16.8.., 252 285 3 AMOL L Thyz 57.10  94.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
ok
21.20 21.40 21.60 21.80
2 m/z 55.10 93.64%
0 \“ 1 \‘ “ H \H\ ‘\ \\ M \167 196 238 266 294
m/z--> 50 oo 2%0 300 3éo 460
Abundance
55
83 21/20 21140 21.60 21.80
5000 m/z 97.05 89.90%
29 111
139 182 210
o—t a4 0y ——
m/z--> 55 160 1éo 200 250 300 350 460
Abundance #166292: Behenic alcohol O L B e e e e
56 88 21.20 21.40 21.60 21.80
m/z 43.10 85.93%
29
oI, ‘k J | Alfg 167 196 224 252 280 308
m/z--> 50 160 1éo 260 250 360 3éo 400 2150 2120 2f60 21%0 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN021918\
Data File : BNO00125.D

Acq On : 19 Feb 2018 23:55

Operator : JU/SJ

Sample - J1591-01

Misc :

ALS Vial : 15 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 45.6 ng 6917480 1 8.46 3030430 20.0
unknown7 .98 7.98 55.0 ng 8331410 1 8.46 3030430 20.0
n-Hexadecanoic acid 18.62 2.9 ng 1165710 4 17.79 8073600 20.0
Octadecanoic acid 19.87 2.0 ng 953009 5 21.90 9421560 20.0
1-Heneicosanol 21.57 4.3 ng 2024170 5 21.90 9421560 20.0
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