LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103119\
Data File : BG043450.D
Aca On 1 Nov 2019 1:31 Instrument :
Operator : JU ?.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 3 K5602-06 20190937-FIELD-BLANK
ALS Vial : 17 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 G\METHODS\8270-BG102119.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 3.194 13 18 32 rvB 768441 1379416 37.29% 7.252%
2 5.127 342 347 358 rBV 78890 128803 3.48% 0.677%
3 5.615 423 430 445 rBV 455152 800128 21.63% 4.207%
4 7.207 694 701 713 rBV 288238 597828 16.16% 3.143%
5 7.565 754 762 775 rBV 729791 1309465 35.40% 6.884%
6 8.024 833 840 848 rBV 143520 251991 6.81% 1.325%
7 8.347 887 895 907 rBV 572993 1020188 27.58% 5.364%
8 9.187 1030 1038 1053 rBV 391032 780699 21.10% 4.105%
9 10.832 1310 1318 1329 rBV 151025 314546 8.50% 1.654%
10 13.276 1726 1734 1749 rBV 1212006 2043945 55.25% 10.746%

11 14.099 1868 1874 1889 rBV 110507 199233 5.39% 1.047%
12 14.651 1958 1968 1978 rBvV2 307592 501465 13.56% 2.636%
13 16.144 2213 2222 2240 rBV 1064765 1846030 49.90% 9.705%
14 17.395 2429 2435 2452 rBV 353125 621601 16.80% 3.268%
15 18.288 2582 2587 2597 rBvV2 102061 195368 5.28% 1.027%

16 19.557 2795 2803 2810 rBV3 36468 64718 1.75% 0.340%
17 20.004 2873 2879 2895 rBV 2606065 3699411 100.00% 19.450%
18 20.685 2986 2995 3001 rBV 139738 266266 7.20% 1.400%
19 21.302 3094 3100 3112 rBV3 71144 181470 4.91% 0.954%
20 21.661 3154 3161 3172 rBV 437449 799566 21.61% 4.204%

21 21.778 3177 3181 3185 rVv7 25752 52988 1.43% 0.279%
22 21.843 3189 3192 3200 rVB4 42149 70008 1.89% 0.368%
23 22.454 3289 3296 3301 rBV 52817 90347 2.44% 0.475%

24 23.118 3401 3409 3422 rBV4 260924 624475 16.88% 3.283%
25 23.934 3541 3548 3554 rVB2 58015 117004 3.16% 0.615%

26 24.869 3695 3707 3721 rBV 333953 966054 26.11% 5.079%
27 25.991 3891 3898 3909 rVB6 33379 97536 2.64% 0.513%

Sum of corrected areas: 19020549
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103119\

Data File : BG043450.D

Aca On 1 Nov 2019 1:31

Operator : JU

ﬁ?ggle i K5602-06 20190937-FIELD-BLANK
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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: BG043450.D
2500000

2000000

1500000

1000000

3. 19 7.57
8.35

500000 5.61 9.19
7.21

5.13 8.02 10.83

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 11.00 1150 1200 1250
Abundance TIC: BG043450.D

2500000 20,00

2000000

1500000

13.28
16.14
1000000

21.66
500000 14.65 17.39

14.10 Jk 18.29 19.56 20.69 21.30 @180 22.45

0 N A A
LI B e B N e N e N N B

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG043450.D

2500000

2000000

1500000

1000000

500000
23.12 24.87

23.93 /\ 25.99
0 A
B B LA L e s B e i B B LA B L R B

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103119\

Data File : BG043450.D

Aca On 1 Nov 2019 1:31

Operator : JU

ﬁ?ggle i K5602-06 20190937-FIELD-BLANK
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.19 109.48 ng 1379420 1,4-Dichlorobenzene-d4 8.02
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 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 17 (3.188 min): BG043450.D (-13) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
ol 35 62 100 133 m/z 43.10 40.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 29.48%
fg L 80
O P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 27 .65%
29
o 1L \‘\ Joesill o | o7 12 10
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 13.54%
5000 43 87
15
0 H‘ A 52 59 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103119\

Data File : BG043450.D

Aca On 1 Nov 2019 1:31

Operator : JU

ﬁ?ggle i K5602-06 20190937-FIELD-BLANK
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.13 10.22 ng 128803 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
3 2.2.3.3.5.8.11-Heptamethvl-4.7.1.__. 348 C18H4004Si 1000367-07-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 23

Abundance Scan 348 (5.133 min): BG043450.D (-342) (-) m/z 43.10 100.00%
43
5000
101 SENOUY . W—
4.80 5.00 5.20 5.40
b s A5 L7z 59.10  67.306%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR R L L
480 5.00 5.20 5.40
m/z 101.10 26.77%
15 101
Ot e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59
480 500 520 540
5000 101 m/z 58.10 15.63%
27
0|"|”‘|L"'l"''|""|""l""l""l""l""l""
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #182516: 2,2,3,3,5,8,11-Heptamethyl-4,7,10,13-tetraoxa-3-s...
59 480 5.00 5.20 5.40
m/z 41.10 12.01%
5000
101
159
0 31[ L, | ass { 191 231 275
mz-> 0 50 100 150 200 250 300 350 400 450 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103119\

Data File : BG043450.D

Aca On 1 Nov 2019 1:31

Operator : JU

ﬁ?ggle i K5602-06 20190937-FIELD-BLANK
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.57 Concentration Rank 2

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

7.57 103.93 ng 1309470 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 763 (7.571 min): BG043450.D (-754) (-) m/z 132.00 100.00%
132
5000 68 /t
w | % 720 7.40 7.60 7.80 8.00
o! L..l,t....,...."fo.7.......,....,....,..4.32. m/z 68.10 41.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 I R L R
7.20 7.40 7.60 7.80 8.00
70 m/z 134.00 34.00%
0 JJ#b!h“I""I"" [rrrr Tyt
m/z--> 50 100 150 200 250 300 350 400
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 29.99%
105
0"'MMWIL'MM"'I""I"" R DAL DAL SR
m/z--> 100 150 200 250 300 350 400
Abundance #14502: 1H-Benzimidazole, 2-methy!- Y A RSN S S

132 720 7.40 7.60 7.80 8.00
m/z 69.10 19.99%

5000
63
39 92
Olsmil;\it |
L e L L B

m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103119\

Data File : BG043450.D

Aca On 1 Nov 2019 1:31

Operator : JU

ﬁ?ggle i K5602-06 20190937-FIELD-BLANK
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 7
R.T. EstConc Area Relative to ISTD R.T.

18.29 6.29 ng 195368 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2587 (18.288 min): BG043450.D (-2582) (-) m/z 73.10 100.00%

7B
43 60
5000 129

18.00 18.20 18.40 18.60
m/z 60.10 76.07%

0!

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
18.00 18.20 18.40 18.60
m/z 43.10 73.70%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73
18.00 18.20 18.40 18.60
5000 m/z 41.10 71.40%
29
129
“ T? o1 115 ‘ 71 214
\»»\HM\
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 18.00 18.20 18.40 18.60
m/z 55.10 68.48%
5000 129
29
199
143 157171185 242
15 | J
Ot

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103119\

Data File : BG043450.D

Aca On 1 Nov 2019 1:31

Operator : JU

ﬁ?ggle i K5602-06 20190937-FIELD-BLANK
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.69 6.66 ng 266266 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 98
2 7-Nonenamide 155 C9H17NO 090949-53-4 72
3 Hexadecanamide 255 C16H33NO 000629-54-9 64
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 59
Abundance Scan 2996 (20.691 min): BG043450.D (-2986) (-) m/z 59.10 100.00%
59
5000 ]k\/\
95 126 HLSALAN BN SN B
154 207 238 281 mmmmmmmm
o 184 45 Tm/z 72.10  71.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 LR U B EULEULE LA
mmmmmmmm
m/z 55.10 41.26%
29 8L 126
0 057" 154 184 210 238 281
m/z--> 50 100 1éo 260 250 300 3éo 460
Abundance #28131: 7-Nonenamide
59
20.40 20.60 20.80 21.00
5000 m/z 41.10 35.40%
29 \J ‘ 98 126 155
0..“..‘lll“..”.'li.‘.‘..lluuu. S N e
m/z--> 50 100 150 200 250 300 350 400
Abundance #106565: Hexadecanamide
59 20.40 20.60 20.80 21.00
m/z 43.10 26.48%
5000
m/z--> b 160 1éo 260 250 300 3éo 460 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103119\

Data File : BG043450.D

Aca On 1 Nov 2019 1:31

Operator : JU

ﬁ?ggle i K5602-06 20190937-FIELD-BLANK
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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-Decanol, 2-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.30 4.54 ng 181470 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 90
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 90
4 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 86
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 86
Abundance Scan 3100 (21.302 min): BG043450.D (-3094) (-) m/z 57.10 100.00%
57
5000
21.00 21.20 21.40 21.60
141 168191 223
Y 341 U "m/z 43.10 68.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #95994: 1-Decanol, 2-hexyl-
57
5000 83 S SN UL BN UG
111 21.00 21.20 21.40 21.60
m/z 71.10 56.29%
oL L L] g 13° 168 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #211266: Oxalic acid, isobutyl octadecy! ester
57
21.00 21.20 21.40 21.60
5000 m/z 55.10 52.96%
29 83
oL L M M 130 160 204 252 297
m/z--> 50 100 150 200 250 300 350 400
Abundance #119525: 1-Decanol, 2-octyl- IR AR B RARES
57 21.00 21.20 21.40 21.60
m/z 83.10 45.17%
5000 83
29 l 111 -
ol d ot L hj'.h'!,\?qs.%gf.%zf.zfg —
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043450.D

Aca On > 1 Nov 2019 1:31

Operator :© JU

Sample : K5602-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrati

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

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 10

Peak Number

8 Heptadecane

R.T. EstConc Area Relative to ISTD R.T.
22 .45 2.26 ng 90347 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Eicosane 282 C20H42 000112-95-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 89
5 2-methyltetracosane 352 C25H52 1000376-72-6 87
Abundance Scan 3295 (22.448 min): BG043450.D (-3289) (-) m/z 57.10 100.00%
57
85
5000
113 141 " 22.20 22,40 22.60 22,80
183 225 281
ol WA, (28 25 s 2L w6 0T s 69%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
g7
85
5000
22.20 22.40 22.60 22.80
29 m/z 43.10 67.00%
L g 1 160 107 240
m/z--> 50 100 150 200 250 300 350 '
Abundance #129491: Eicosane
g7
22,20 22,40 22.60 22.80
5000 85 m/z 85.10 52.20%
29
ol L L g 13,141 169 107 225 253 282
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57 22.20 22.40 22.60 22.80
m/z 55.05 29.76%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 ' 2220 22.40 22.60 22.80

8270-BG102119.M Fri Nov 01 16:52:05 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043450.D

Aca On > 1 Nov 2019 1:31

Operator :© JU

Sample : K5602-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 9 13-Docosenamide, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.12 15.62 ng 624475 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 96
2 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 53
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
Abundance Scan 3409 (23.118 min): BG043450.D (-3401) (-) m/z 59.05 100.00%
o
5000
4
8 114 22.80 23.00 23.20 23.40
37 240 294 337 : : : :
o | [S/1P6 184 212 240 263 294 | S35 | nsnT 7510 72.33%
m/z--> 50 100 150 200 250 300 350
Abundance #174696: 13-Docosenamide, (2)-
o
5000 41 AU RS
22'80 23.00 23.20 23.40
83 m/z 55.10 57 .33%
126 320 337
olt5 L 124, 184 206 234254 276204 PF |
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
22.80 23.00 23.20 23.40
5000 41 m/z 43.10 40.76%
0 Ilg\J I'IH H. \M il\ \Lt J ;15‘:' |1|8‘:' I |22|O|23|8| i |2|81I ——— i
m/z--> 50 100 150 200 250 300 350
Abundance #83610: Tetradecanamide
59 22.80 23.00 23.20 23.40
m/z 41.05 34 .56%
5000
4T 97 128 184 227
oL 8y e m, tee eos
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG103119\
Data File : BG043450.D

Aca On > 1 Nov 2019 1:31

Operator :© JU

Sample : K5602-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 10 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.93 2.42 ng 117004 Perylene-d12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 83

Abundance Scan 3547 (23.929 min): BG043450.D (-3541) (-) m/z 57.10 100.00%
g7
5000
3 169 159207 23.60 23.80 24.00 24.20
ol WL TTA89T) 225 208 262 m/z 71.10 58.68%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
23.60 23.80 24.00 24.20
m/z 43.10 56.80%
29 113
oL | Ju | .14t 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
- 23.60 23.80 24.00 24.20
5000 m/z 85.10 43.77%
29
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57 23.60 23.80 24.00 24.20
m/z 55.10 27 .22%
5000 85
o3 J [ M3 14 169 197 % 67 204 323 352
m/z--> 50 100 150 200 250 300 350 2360 23.80 24.00 24.20

8270-BG102119.M Fri Nov 01 16:52:06 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG103119\

Data File : BG043450.D

Aca On 1 Nov 2019 1:31

Operator : JU

ﬁ?ggle i K5602-06 20190937-FIELD-BLANK
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 11 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.99 2.02 ng 97536 Perylene-d12 24 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 62
2 Tetratetracontane 619 C44H90 007098-22-8 58
3 Pentacosane 352 C25H52 000629-99-2 58
4 Hentriacontane 437 C31H64 000630-04-6 58
5 Hexacosane 366 C26H54 000630-01-3 58
Abundance Scan 3898 (25.991 min): BG043450.D (-3891) (-) m/z 57.10 100.00%
57
5000
207
“ 26 3 e 25,60 25,80 26,00 26,20 26.40
Ouuuul|||j..hl"l"“|I|||'".|“|||||||I||||||'||||||||||||||||||||||| m/z 71_10 89_51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57
5000
25.60 25.80 26.00 26.20 26.40
99 m/z 43.10 77 .73%
ol | 141 183 225 281 337 304
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #241526: Tetratetracontane
57
25,60 25.80 26.00 26.20 26.40
5000 m/z 85.10 53.02%
97
127
0l.28 |7 169 211 253 309 351 407 446477 533 575 618
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #185533: Pentacosane
57 25.60 25.80 26.00 26.20 26.40

m/z 207.00 34 .95%

5000

99
141
26| |1 | 4% 183 225 267 309 352

L N, N

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 25 60 25 80 26. OO 26 20 26 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG103119\

Data File : BG043450.D

Acq On : 1 Nov 2019 1:31

Operator : JU

3?22 le - K5602-06 20190937-FIELD-BLANK
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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... 3.19 109.5 ng 1379420 1 8.02 251991 20.0
2-Pentanone, 4-hy... 5.13 10.2 ng 128803 1 8.02 251991 20.0
unknown7 .57 7.57 103.9 ng 1309470 1 8.02 251991 20.0
n-Hexadecanoic acid 18.29 6.3 ng 195368 4 17.40 621601 20.0
9-Octadecenamide, ... 20.69 6.7 ng 266266 5 21.66 799566 20.0
1-Decanol, 2-hexyl- 21.30 4.5 ng 181470 5 21.66 799566 20.0
Heptadecane 22.45 2.3 ng 90347 5 21.66 799566 20.0
13-Docosenamide, ... 23.12 15.6 ng 624475 5 21.66 799566 20.0
Heneicosane 23.93 2.4 ng 117004 6 24.87 966054 20.0
Octacosane 25.99 2.0 ng 97536 6 24.87 966054 20.0
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