LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051119\
Data File : BG040901.D
Acq On : 12 May 2019 9:45 Instrument :
Operator : HP/JU (B.‘,'l\!A_(tSS o

- _ lentosampleld :
3?2?6 - (2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 height area % max. total
1 3.143 4 9 18 rvv 105166 189435 4_56% 0.654%
2 3.219 18 22 38 rvB 229963 320155 7.70% 1.106%
3 5.663 431 438 446 rBV 1165513 1856731 44.68% 6.412%
4 7.273 703 712 722 rBV 1281203 2257486 54.33% 7.796%
5 7.661 769 778 788 rBV 1203797 2076838 49.98% 7.172%
6 8.131 851 858 868 rBv 208154 355605 8.56% 1.228%
7 8.454 906 913 925 rVB 826065 1418111 34.13% 4.897%
8 9.312 1050 1059 1068 rBV 762305 1384871 33.33% 4.782%
9 10.957 1332 1339 1346 rBVY 278995 511720 12.32% 1.767%
10 13.384 1741 1752 1759 rBV 1862454 2909204 70.01% 10.046%

11 14.200 1885 1891 1898 rBV 311906 471241 11.34% 1.627%
12 14.764 1981 1987 1995 rVvB2 490330 789511 19.00% 2.726%
13 16.245 2232 2239 2249 rBV 1925734 2895623 69.69% 9.999%
14 17.502 2447 2453 2459 rBV2 677310 1030430 24.80% 3.558%
15 18.360 2591 2599 2611 rBV 537405 753409 18.13% 2.602%

16 19.623 2810 2814 2821 rBV 224734 295488 7.11% 1.020%
17 20.099 2889 2895 2904 rBV 3120748 4155249 100.00% 14.349%
18 20.375 2935 2942 2948 rBV7 55391 97742 2.35% 0.338%
19 21.386 3109 3114 3133 rBV 408556 831188 20.00% 2.870%
20 21.786 3173 3182 3191 rBV2 690745 1251838 30.13% 4.323%

21 21.938 3204 3208 3212 rBV3 30241 51988 1.25% 0.180%
22 22.561 3309 3314 3317 rBV 108792 172617 4._.15% 0.596%
23 22.608 3317 3322 3336 rVB3 158260 473218 11.39%% 1.634%
24 23.278 3430 3436 3441 rVB3 69508 137903 3.32% 0.476%

25 23.478 3466 3470 3477 rVB4 37931 76176 1.83% 0.263%
26 23.648 3495 3499 3506 rVB6 32732 62302 1.50% 0.215%
27 24.112 3571 3578 3586 rvB2 110700 240828 5.80% 0.832%
28 24.200 3587 3593 3594 rBV3 66034 98015 2.36% 0.338%

29 25.135 3738 3752 3764 rBV2 378032 1213973 29.22% 4.192%
30 25.652 3835 3840 3852 rVB9 39847 103279 2.49% 0.357%

31 26.269 3936 3945 3959 rVB4 80686 256277 6.17% 0.885%
32 26.439 3965 3974 3981 rBV9 59731 219997 5.29% 0.760%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051119\
Data File : BG040901.D

Acq On : 12 May 2019 9:45

Operator : HP/JU

Sample : K2768-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 28958448

8270-BG042319.M Mon May 13 18:24:34 2019
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

ﬁ?ggle i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040901.D
3000000

2500000
2000000

1500000
5.66 .2 7.66

1000000
8. 45 9 X 31

500000
3 %2 8.13 10.96

e e o N N | NN

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040901.D

3000000 20,10

2500000
2000000{ 1338 16.25
1500000

1000000

17.50 21.79
14.76 18.36

500000

O e L o LS 0 e e e e e o e i B B B e e e e

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: BG040901.D

3000000

2500000
2000000
1500000
1000000
500000 25.13

23 282m65 24420 }\¥472§§5 262544

O T T e T o o T o e T o T e T o e e e e T e e T e e e e

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\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

ﬁ?ggle i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

3.22 18.01 ng 320155 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 22 (3.219 min): BG040901.D (-18) (-) m/z 73.00 100.00%
7B
5000 43
55 87
37| o7 3.20 3.30 3.40 3.50 3.60
Obr o e SO e m/Z 43.00  41.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAN SN A UL AN AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 28.36%
I
mz-> 20 30 40 s'o 60 70 80 90 100 110 120 130
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.10 28.16%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 3.20 3.30 3.40 3.50 3.60
m/z 41.05 13.29%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

ﬁ?ggle i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.66 Concentration Rank 1

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

7.66 116.81 ng 2076840 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12

Abundance Scan 778 (7.661 min): BG040901.D (-769) (-) m/z 132.00 100.00%
132
5000 68
40 9|6 o 740 7.60 7.80 800
ob— N m/z 68.00 49.73%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.40 7.60 7.80 8.00
2 ‘ m/z 134.00 33.91%
0..JM%&H“.,L...,....,.... e
m/z--> 50 100 150 200 250 300 350
Abundance
132
740 7.60 7.80 800
5000 97 m/z 66.00 33.77%
70
31 g
L L L WL W B SR
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl- A
132 7.40 7.60 7.80 8.00
m/z 69.00 22 .59%
5000
15 .34\.9 |6f n \\104
m/z--> 50 100 150 200 250 300 350 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

ﬁ?ggle i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4
R.T. EstConc Area Relative to ISTD R.T.
18.36 14.62 ng 753409 Phenanthrene-d10 17.50
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 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 2599 (18.360 min): BG040901.D (-2591) (-) m/z 72.95 100.00%
43 60 713 Jk\
5000
129 213
97  RRRmmEE O
15 | ,g127171185 227241256 18100 18,20 18,40 18.60
(o} m/z 43.00 91.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 U B AR
mmmmmmmm
m/ 60.00 90.22%
1Ji 143157171185 | 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 18.00 18.20 18.40 18.60
5000 - 129 m/z 41.00 79 .28%
gr 115 =h 214
101 143157 | 185
O B e R AARARAR I
m/z--> ﬁo 45 éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #84452: Tetradecanoic acid
60 73 18.00 18.20 18.40 18.60
43 m/z 55.00 73.93%
5000 129
29
ol 15
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\BG051119\
Data File : BG040901.D

Acq On : 12 May 2019 9:45

Operator : HP/JU

Sample : K2768-07

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8

R.T. EstConc Area Relative to ISTD R.T.
19.62 5.74 ng 295488 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 2813 (19.618 min): BG040901.D (-2810) (-) m/z 73.00 100.00%
/B
5000 129
97 185 241 284
157 213 19.40 19.60 19.80 20.00
o 267 3 m/z 43.05 99.70%
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43 73
5000 129 RN BRI UL SURILN SR
19.40 19.60 19.80 20.00
97 185 a1 m/z 60.00 76.97%
oL .2% \I “I L,MHI ! ‘AM‘. i ‘.‘ ?'?7 .‘ .“. | 2|13| L |26|7 .“. ———
m/z--> 50 100 150 200 250 300
Abundance
43 73
" 10.40 19.60 19.80 20.00
5000 129 m/z 41.00 73.51%
97 199 242
157
ol _26 180 225
m/z--> 55 160 1éo 260 2%0 360
Abundance #84453: Tetradecanoic acid O e S MRS S S
78 19.40 19.60 19.80 20.00
43 m/z 57.10 72.54%
5000 129
185 228
Wi ™
S 0 O L 20 == A M) O
m/z--> 50 100 150 200 250 300 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

ﬁ?ggle i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.39 13.28 ng 831188 Chrysene-d12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 3115 (21.392 min): BG040901.D (-3109) (-) m/z 57.05 100.00%
97
83
5000
‘ 111
139 21.00 21.20 21.40 21.60 21.80
ol ;..L.Eli.ep.}§%f¢???????¥,....3F?...,.F?? m/z 55.05 95.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000 NN DU I
29 21.00 21.20 21.40 21.60 21.80
‘ 125 m/z 43.10 90.47%
oL ,d,\,\lm,\\, ,\H\,MI f a3 s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97 NN AR SR I
21.00 21.20 21.40 21.60 21.80
5000 m/z 83.05 77.53%
29 125
0 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane EEREEEEE S S e
57 21.00 21.20 21.40 21.60 21.80
97 m/z 97.10 71.33%
5000
29 125
oL LAl d ]| ] 154 196204 269 9
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

ﬁ?ggle i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.56 2.76 ng 172617 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3314 (22.561 min): BG040901.D (-3309) (-) m/z 57.05 100.00%
57
99 22120 22.40 22.60 22.80
141 179211 : - : -
ol b dhd L 702 202284 386 421 | "n/z 43.10  76.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57
5000 AR
nmnmnmnm
m/z 71.10 66.33%
ol 26 | \‘ 141 163 225 282
m/z--> 0 §o 100 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance
57
22120 22.40 22.60 22.80
5000 m/z 85.05 45 .34%
99
oL15 141 183 225 296
m/z--> 0 §o 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241528: Tetratetracontane P T
57 22.20 22.40 22.60 22.80
m/z 55.05 32.60%
97
ol 26 | 141 183 225 267 309 351 393 435 491 535574 617
m/z--> 6 §o 160 1éo 200 250 300 350 400 4%0 560 séo 660 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

ﬁ?ggle i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 3-Heptene, 4-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.61 7.56 ng 473218 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 64
2 3-Heptene, 4-propyl- 140 C10H20 004485-13-6 50
3 Cyclohexane, 1,1"-(1,2-dimethyl-._. 222 C16H30 054889-87-1 43
4 2-Hexenal, (E)- 98 C6H100 006728-26-3 38
5 Cyclohexane, 1,1"-(2-propyl-1,3-... 250 C18H34 055030-21-2 38
Abundance Scan 3322 (22.608 min): BG040901.D (-3317) (-) m/z 97.05 100.00%
55 9
b JZ 153 o 207 22120 22,40 22,60 2280 2300
180 235257 281 397 : : : : :
ol d i ﬂ.th:.dﬂ-.:~ pho G220 T 308 348 R "m/z 55.10 90.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55
97
5000 AL AU IV
29 22120 22.40 22.60 22.80 23.00
L 125 m/z 83.05 83.84Y%
oL L | ,H,M‘I Lo wsae s
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
22.20 22.40 22.60 22.80 23.00
5000 97 m/z 69.00 81.15%
140
o 77 119
L L L L L L L L L |
m/z--> 50 100 150 200 250 300 350 400
Abundance #79581: Cyclohexane, 1,1-(1,2-dimethyl-1,2-ethanediyl)bis... e T o B
55 22.20 22.40 22.60 22.80 23.00
8 111 m/z 43.00 54 _.12%
5000
{ 138
. L] T aes aom 2
m/z--> 50 100 150 200 250 300 350 400 22120 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

ﬁ?ggle i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

23.28 2.20 ng 137903 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 55
2 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 49
3 Hexacosane 366 C26H54 000630-01-3 49
4 Tetratetracontane 619 C44H90 007098-22-8 49
5 Tetracosane 338 C24H50 000646-31-1 46

Abundance Scan 3436 (23.278 min): BG040901.D (-3430) (-) m/z 57.05 100.00%

7

5000

23.00 23.20 23.40 23.60

141 169 197210

249 283 308 341

0 m/z 43.10 76.71%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000

23. OO 23. 20 23 40 23. 60
29 m/z 71.00 69.95%

L M [ 1%3‘\141 169 197 240

ot b b 4 e
m/z--> 50 100 150 200 250 300 350
Abundance
43
e
71 23.00 23.20 23.40 23.60
5000 m/z 55.00 53.57%
o 127 155 183 511509251 281 310 337 364
L B B e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane B A BRREEEE S
57 23.00 23.20 23.40 23.60
m/z 85.10 51.99%
5000 a5
113
m/z--> 50 100 150 200 250 300 350 23.00 23. 20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

ﬁ?ggle i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.11 3.97 ng 240828 Perylene-di12 25.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetracosane 338 C24H50 000646-31-1 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3578 (24.112 min): BG040901.D (-3571) (-) m/z 57.00 100.00%
57
i A—'\J\-/kv
5000
113 23.80 24.00 24.20 24.40
141 169 225 - - - -
ol .,.Lﬁ.jelﬂ Lo p 397, 77245205 295 3L 4011 Tn/z 43.05  75.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 AU LN ARSI
23.80 24.00 24.20 24.40
m/z 71.10 67.61%
0 sz h M‘M H h3‘1§1 169 197 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350 400
Abundance
57
o 23.80 24.00 24.20 24.40
5000 m/z 85.10 52.60%
o 29 113 141 169 197 205 253 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57 23.80 24.00 24.20 24.40
m/z 55.00 27 .07%
5000 85
113
o 29 | ] |||, 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

ﬁ?ggle i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

26.27 4.22 ng 256277 Perylene-d12 25.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Pentadecane 212 C15H32 000629-62-9 83
3 Nonadecane 268 C19H40 000629-92-5 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 3945 (26.269 min): BG040901.D (-3936) (-) m/z 57.10 100.00%

5000

26.00 26.20 26.40 26.60
m/z 43.10 57.16%

191

o 240 281 341
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #202661: Heptacosane
57
5000 85 TTT TTTT LR B TTTT
26. 00 26. 20 26. 40 26 60
m/z 71.00 45 _.23%
29 113141
o 1 h‘“‘\d U }69;97225253281309337 380
e Eaa I LA A i o S o o o i
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
T T T T
26.00 26.20 26.40 26.60
5000 a5 m/z 85.10 40.26%
29
o 113141169 212
I o o N LA i B e o B e S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane
26.00 26.20 26.40 26.60
m/z 41.00 22.08%
5000 85

113141169197205 268

m/z--> 0 50 100 150 200 250 300 350 400 450 500 26. 00 26. 20 26. 40 26 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

ﬁ?ggle i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 17-Pentatriacontene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.44 3.62 ng 219997 Perylene-di12 25.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 Z-5-Nonadecene 266 C19H38 1000131-11-8 81
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 58
4 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 49
5 Dotriacontyl trifluoroacetate 562 C34H65F302 1000351-75-4 49
Abundance Scan 3974 (26.439 min): BG040901.D (-3965) (-) m/z 57.00 100.00%
57
83
5000
yit 275305 355 00 6120 2640 P60 26,80
Ok m/z 55.05 84.67%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene
43
5000 83 LI UL UL LN B
26.20 26.40 26.60 26.80
1 m/z 43.05 77.90%
o h‘Md \ ﬁ39167196224 267292 321 462 490
mz-> 0 50 150 200 250 300 350 400 450 500
Abundance
55 83
' 26.20 26.40 26.60 26.80
5000 111 m/z 69.10 75.60%
266
o 139 168 210238
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109268: Ethanol, 2-(tetradecyloxy)- A mE e R
57 26.20 26.40 26.60 26.80
m/z 83.05 71.40%
83
5000
29 111
UL | o819 227 g
ST B 11 TE 01 i i . s e
mz-> 0 50 100 150 200 250 300 350 400 450 500 26,20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO051119\

Data File : BG040901.D

Acg On : 12 May 2019 9:45

Operator : HP/JU

3?22'6 i K2768-07 P026-SS014-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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... 3.22 18.0 ng 320155 1 8.13 355605 20.0
unknown7 .66 7.66 116.8 ng 2076840 1 8.13 355605 20.0
n-Hexadecanoic acid 18.36 14.6 ng 753409 4 17.50 1030430 20.0
Octadecanoic acid 19.62 5.7 ng 295488 4 17.50 1030430 20.0
1-Docosene 21.39 13.3 ng 831188 5 21.79 1251840 20.0
Eicosane 22 .56 2.8 ng 172617 5 21.79 1251840 20.0
3-Heptene, 4-propyl- 22.61 7.6 ng 473218 5 21.79 1251840 20.0
Heptadecane 23.28 2.2 ng 137903 5 21.79 1251840 20.0
Hexacosane 24.11 4.0 ng 240828 6 25.14 1213970 20.0
Heptacosane 26.27 4.2 ng 256277 6 25.14 1213970 20.0
17-Pentatriacontene 26.44 3.6 ng 219997 6 25.14 1213970 20.0
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