LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\

Data File : BF115218.D

Aca On : 26 Jun 2019 14:50 Instrument :
Operator : HP/JU BNA_F

Sample - K3155-04 ClientSampleld :
Misc : BAT-B06

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF062119.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 5.207 551 556 559 rBY 2976478 2858831 40.73% 6.437%
2 6.248 727 733 735 rBVY 3242426 3303290 47.07% 7.437%
3 6.378 750 755 758 rBVY 3515175 3253843 46.36% 7.326%
4 6.607 791 794 798 rBVY 1727725 1474071 21.00% 3.319%
5 6.766 817 821 824 rBVY 3034855 2494800 35.55% 5.617%
6 7.166 884 889 892 rBVY 2371997 2180264 31.06% 4 _.909%
7 7.889 1008 1012 1015 rBV 2342048 1897413 27.03% 4.272%
8 8.966 1191 1195 1209 rBvV 5067942 4537927 64.66% 10.217%
9 9.360 1258 1262 1273 rBV 536023 479505 6.83% 1.080%
10 9.636 1305 1309 1333 rVB 2342335 2245769 32.00% 5.056%

11 10.413 1437 1441 1463 rBV 3353247 3542533 50.47% 7.976%
12 11.107 1555 1559 1562 rBV 2839503 2424987 34.55% 5.460%
13 11.654 1649 1652 1661 rBV 369870 436210 6.22% 0.982%
14 12.436 1781 1785 1796 rBV2 146651 202887 2.89% 0.457%
15 12.695 1824 1829 1832 rBV 6835150 7018544 100.00% 15.802%

16 13.654 1987 1992 2000 rBv4 88957 256277 3.65% 0.577%
17 13.724 2000 2004 2007 rBV 2466093 2265265 32.28% 5.100%
18 13.930 2035 2039 2045 rBvV 79666 75625 1.08% 0.170%
19 14.230 2087 2090 2095 rVB 108906 101633 1.45% 0.229%
20 14.495 2131 2135 2138 rBV 358800 381405 5.43% 0.859%

21 14.524 2138 2140 2148 rVB 193219 198297 2.83% 0.446%
22 14.824 2187 2191 2195 rBV 185347 189282 2.70% 0.426%
23 15.089 2231 2236 2244 rBV 1654279 2007094 28.60% 4_.519%
24 15.160 2244 2248 2256 rVB 196595 249760 3.56% 0.562%
25 15.542 2309 2313 2318 rVB 149893 195645 2.79% 0.440%

26 15.983 2383 2388 2394 rBV2 84089 143621 2.05% 0.323%

Sum of corrected areas: 44414778
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\

BF115218.D

26 Jun 2019 14:50

HP/JU

K3155-04

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115218.D

Aca On : 26 Jun 2019 14:50

Operator : HP/JU

Sample : K3155-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1 unknown6.38 Concentration Rank 1

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

6.38 44_.15 ng 3253840 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 755 (6.378 min): BF115218.D (-750) (-) m/z 132.00 100.00%
32
5000 68
LA WA
40 6.00 6.20 6.40 6.60 6.80
ol |77.8.7.!,]19“??1.5,..J.,....,....,.... m/z 68.00  35.54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 SRRARERRERE AR SRAREN
69 6.00 620 6.40 6.60 6.80
39 57 m/z 134.00 34.01%
8 g 89 103
0 'y§|” U DN DL S
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 SRR SRR SRR
104 6.00 6.20 6.40 6.60 6.80
5000 m/z 66.00 23.17%
31 51 8
0 ‘ [ 1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.00 13.63%
5000 98 116
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 8 S | |
m/z--> 40 60 80 100 120 140 160 180 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115218.D

Aca On : 26 Jun 2019 14:50

Operator : HP/JU

Sample : K3155-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.65 3.60 ng 436210 Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1651 (11.648 min): BF115218.D (-1649) (-) m/z 73.00 100.00%
43 5o 73 P
5000
129
7 us 143157171185199213 597 o5g 11.40 11.60 11.80 12.00
(o} m/z 43.05 90.11%
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 R UL BUL BN B

T T T
11.40 11.60 11.80 12.00

m/z 60.00 81.18%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 R A REEEamas
11.40 11.60 11.80 12.00
5000 - 129 m/z 56.95 75.45%
‘ 143157 214
oLl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 40.95 66.99%
5000 129
29
143 199 242
‘ | 157171185
0..1.5,.‘a..‘i:‘.. L LB
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115218.D

Aca On : 26 Jun 2019 14:50

Operator : HP/JU

Sample : K3155-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 n-Nonadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.65 2.26 ng 256277 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 83
5 1-Heneicosanol 312 C21H440 015594-90-8 81

Abundance Scan 1991 (13.648 min): BF115218.D (-1987) (-) m/z 83.10 100.00%

5000

5

234 282 13.40 13.60 13.80 14.00
191 208 m/z 69.05 91.98%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1
97

:

13.40 13.60 13.80 14.00
125 m/z 55.00 86.69%

5000

o 139154168182196210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1
55 83
T

97

13.40 13.60 13.80 14.00
m/z 57.00 81.25%

5000

125

o 139154168182196210 238
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95980: 1-Hexadecanol o Rl B R ma i ey

55 69 13.40 13.60 13.80 14.00
41 83 m/z 97.00 81.20%
5000
125
. 2 139154168 196 224

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115218.D

Aca On : 26 Jun 2019 14:50

Operator : HP/JU

Sample : K3155-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.49 3.80 ng 381405 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 7-Nonenamide 155 C9H17NO 090949-53-4 59
5 Octadecanamide 283 C18H37NO 000124-26-5 53

Abundance Scan 2134 (14.489 min): BF115218.D (-2131) (-) m/z 59.00 100.00%

¢

5000

14.20 14.40 14.60 14.80
m/z 72.00 69.27%

142 165 192 249267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

0!

Abundance #128445: 9-Octadecenamide, (2)-

%

5000 LA L L L L L I L B BN
14.20 14.40 14.60 14.80
m/z 55.00 48.18%
0 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-
59
AR R e
a1 14.20 14.40 14.60 14.80
5000 m/z 41.00 33.09%

M ” Hw A .d‘ .\‘ ‘ 154 193 201240 277294 32037

%

Ol A A RARAARA AR RRa s RaRss o]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #106565: Hexadecanamide B e
59 14.20 14.40 14.60 14.80
m/z 43.00 31.26%
5000
4 86 114 2
N 142 170 195212 238255
e e e e e e e e e e L S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062619\
Data File : BF115218.D

Aca On : 26 Jun 2019 14:50

Operator : HP/JU

Sample : K3155-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.49 ng 249760 Perylene-d12 15.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2248 (15.160 min): BF115218.D (-2244) (-) m/z 57.00 100.00%
g7
85
5000
141 169 14.80 15.00 15.20 15.40
0 J, l| a0 297221 298 281 85 | Tnyz 71.10  76.99%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
g7
5000 85

14.80 15.00 15.20 15.40
m/z 43.00 60.69%

113
ol 3L LN |77, 141 169 107 239 267 204 323 352
L L e i T I e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
LA S B oSS Wl
85 14.80 15.00 15.20 15.40
5000 m/z 85.05 57.63%
29 113
oL L by J | 141 169 197 225 253 296
e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.80 15.00 15.20 15.40
m/z 55.00 21.47%
5000 85
113
N T 4 169 197 225 267 295 365 393
e R BE T
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF062619\
Data File : BF115218.D

Acq On 26 Jun 2019 14:50

Operator : HP/JU

Sample - K3155-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
unknown6 .38 6.38 44.1 ng 3253840 1 6.61 1474070 20.0
n-Hexadecanoic acid 11.65 3.6 ng 436210 4 11.11 2424990 20.0
n-Nonadecanol-1 13.65 2.3 ng 256277 5 13.72 2265270 20.0
9-Octadecenamide, ... 14.49 3.8 ng 381405 6 15.09 2007090 20.0
Heptadecane, 9-oc... 15.16 2.5 ng 249760 6 15.09 2007090 20.0
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