LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121618\
Data File : BG038643.D
Aca On : 16 Dec 2018 16:44 Instrument :
Operator : JU/SJ ?:'l\!A_?S el

- _ lentosampleld :
3?22'6 : J6388-17 P001-SS011-1824-01
ALS Vial : 9 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-BG121218 .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 3.734 107 110 116 rBvV 15852 24483 1.39% 0.239%
2 5.145 345 350 358 rVB 26213 44154 2.50% 0.431%
3 5.609 422 429 440 rVB 481972 788467 44.72% 7.692%
4 7.213 694 702 713 rBV 486443 915242 51.90% 8.929%
5 7.589 758 766 776 rBV 465470 828653 46.99% 8.085%
6 8.059 839 846 853 rBV 84165 146228 8.29% 1.427%
7 8.382 893 901 910 rBV 349877 614576 34.85% 5.996%
8 9.234 1038 1046 1057 rBV 296723 557035 31.59% 5.435%
9 10.879 1318 1326 1333 rBV 110984 204012 11.57% 1.990%
10 13.317 1733 1741 1749 rBvV 757722 1209216 68.58% 11.797%
11 14.140 1876 1881 1892 rVB 43814 67890 3.85% 0.662%

12 14.698 1969 1976 1984 rVB2 169245 293804 16.66% 2.866%
13 16.185 2222 2229 2245 rBV3 631101 980226 55.59% 9.563%
14 17.442 2434 2443 2455 rBV 237276 373664 21.19% 3.646%

15 18.300 2584 2589 2602 rBV3 36548 69223 3.93% 0.675%
16 20.045 2880 2886 2893 rBV 1353202 1763306 100.00% 17.203%
17 20.315 2926 2932 2937 rBvV4 21209 28828 1.63% 0.281%
18 20.597 2976 2980 2983 rBV2 18482 19981 1.13% 0.195%
19 20.809 3011 3016 3020 rBV3 14775 18813 1.07% 0.184%
20 20.920 3028 3035 3040 rVB9 8320 18315 1.04% 0.179%

21 21.320 3097 3103 3112 rBV2 75820 141066 8.00% 1.376%
22 21.719 3164 3171 3181 rBV 248382 434771 24.66% 4.242%

23 21.866 3190 3196 3200 rBV 20806 30827 1.75% 0.301%
24 22.477 3294 3300 3304 rBV 23472 44312 2.51% 0.432%
25 23.176 3412 3419 3426 rBV2 24682 50099 2.84% 0.489%
26 23.981 3546 3556 3564 rBV2 25933 63067 3.58% 0.615%
27 24.957 3712 3722 3724 rBV4 17919 47079 2.67% 0.459%
28 25.015 3724 3732 3745 rVB2 136620 399579 22.66% 3.898%
29 26.085 3906 3914 3924 rBV5 14997 44850 2.54% 0.438%
30 26.255 3931 3943 3945 rBVS 10550 28103 1.59% 0.274%
Sum of corrected areas: 10249869
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038643.D

Aca On : 16 Dec 2018 16:44

Operator : JU/SJ

ﬁ?gg le J6388-17 P001-55011-1824-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038643.D
1200000
1000000

800000

600000
5.61 7.21 759

400000 8.38
9.23

200000
8.06 10.88

3.73 5.14
Time--> 350 4.00 450 500 550 6.00 6.50 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038643.D

2004
1200000

1000000

800000 13.32

16.18
600000

400000

17.44 21.72
200000 14.70

21.32
14.14 Jl 18.30 20.320.80812 1.87 22.48
T T o o e e e IS L M bt B 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: BG038643.D

1200000
1000000
800000
600000
400000

200000 25.02
23.18 23.98 2{&6 262126

e S e s R ——

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\BG121618\

Data File : BG038643.D

Aca On : 16 Dec 2018 16:44

Operator : JU/SJ

3?22 le J6388-17 P001-55011-1824-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown3.73 Concentration Rank 6

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

3.73 3.35 ng 24483 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 40
2 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 9
3 Propvlene Glvcol 76 C3H802 000057-55-6 9
4 Formamide 45 CH3NO 000075-12-7 7
5 2-Propanone, l-methoxy- 88 C4H802 005878-19-3 4

Abundance Scan 109 (3.729 min): BG038643.D (-107) (-) m/z 45.00 100.00%
45
5000
4 61 3.40 3.60 3.80 4.00
35 51 57 84
'W“w"“W“v“W“w““PMNﬁ'““W“P“WLM““P“W““W“P“WMW m/z 43.00 17.95%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45
5000 AR SRR AR
3.40 3.60 3.80 4.00
m/z 42.00 6.88%
15 19 2|7|3|1 3943, 53 57 61 75
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol
45
3.40 3.60 3.80 4.00
5000 m/z 61.00 5.04%
29
12¥5 %g 2@\‘\33 394#\ 5357 61 76
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #939: Propylene Glycol R e
45 3.40 3.60 3.80 4.00
m/z 41.00 4._.82%
5000
31
St 34 39 ansp 57 Bleaerrg 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038643.D

Aca On : 16 Dec 2018 16:44

Operator : JU/SJ

3?22 le J6388-17 P001-55011-1824-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 4

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

5.14 6.04 ng 44154 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 349 (5.139 min): BG038643.D (-345) (-) m/z 43.00 100.00%
a3
59
5000
6 | o 9 480 500 520 540
SRS 4 MSESA.. PSS | UMM~ HN— m/z 59.00 51.91%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 BN AR AR AR A
59 480 500 520 540
m/z 57.95 15.90%
25 3! 37 , 83 g3
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59
41 480 500 520 5.40
5000 m/z 101.00 14 _.48%
86
I s .| O \ 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e a mamny
43 480 500 520 5.40
m/z 41.00 9.88%
5000
101
15 53137, 51 % 69 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038643.D

Aca On : 16 Dec 2018 16:44

Operator : JU/SJ

3?22 le J6388-17 P001-55011-1824-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1

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

7.59 113.34 ng 828653 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12

Abundance Scan 766 (7.589 min): BG038643.D (-758) (-) m/z 131.90 100.00%
132
5000 68
2% M 5 P 750 T 760 780 860
..,....,....,...!I'!... o Al i S bl M/Z 68,00 40.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 ¥ A SARARRARRARARAS AR
7.20 7.40 7.60 7.80 8.00
a1 70 m/z 66.00 32.08%
4451 60 | 77 gg | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
720 7.40 7.60 7.80 8.00
5000 m/z 133.90 32.00%
104
51 66
14 27 37 44 5] 58 J,. 89 97 || 115
> 1 % % a6 Jo b % 180 110 10 130 1%
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R L A
132 7.20 7.40 7.60 7.80 8.00
69 m/z 69.00 18.78%
104
5000
re LT
| P l !
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038643.D

Aca On : 16 Dec 2018 16:44

Operator : JU/SJ

3?22 le J6388-17 P001-55011-1824-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 5
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.71 ng 69223 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 60
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 _alpha.-D-Glucopvranose. 4-0-.be... 342 C12H22011 014641-93-1 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50
Abundance Scan 2589 (18.300 min): BG038643.D (-2584) (-) m/z 43.00 100.00%
60 73
5000 129 213
97 185 256
115 157171 18.00 18.20 18.40 18.60
. .'.h.,'|.|'..'.||,'..'.'-.,.~...1,4.:?..,....,]..1.9,?...2.?7..,...!,. m/z 73.00 88.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129

18.00 18.20 18.40 18.60

m/z 60.00 87.74%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
R RAREE R
18.00 18.20 18.40 18.60
5000 129 m/z 57.00 79.17%
29
15 L#“ 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 18.00 18.20 18.40 18.60
m/z 55.00 65.18%
129
5000 29
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\BG121618\

Data File : BG038643.D

Aca On : 16 Dec 2018 16:44

Operator : JU/SJ

3?22 le J6388-17 P001-55011-1824-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.32 6.49 ng 141066 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 92
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
Abundance Scan 3103 (21.320 min): BG038643.D (-3097) (-) m/z 57.00 100.00%
g7
1 L*—JL“
5000
111 NS N B U
l | 153 209 21.00 21.20 21.40 21.60
e m/z 43.00 90.30%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55
83
5000 UL SO DAL SRR
11 21.00 21.20 21.40 21.60
29 m/z 55.00 81.24%
| | j1e0 182 210
m/z--> 50 160" 150 200 250 300 380
Abundance #185169: Heptadecy! trifluoroacetate
57
% 21.00 21.20 21.40 21.60
5000 m/z 83.00 54 .24%
29 125
IRy h L 4154 182 210 238 283 334
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215904: Octacosanol
57 21.00 21.20 21.40 21.60
97 m/z 97.00 50.02%
5000
125
2?‘ | ‘ h L J m L 1181 209 236 264 292 322 364 392
m/z--> 50 150 200 250 300 350 ' 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038643.D

Aca On : 16 Dec 2018 16:44

Operator : JU/SJ

3?22 le J6388-17 P001-55011-1824-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.48 2.04 ng 44312 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 83
2 Hexatriacontane 507 C36H74 000630-06-8 83
3 Heptacosane 380 C27H56 000593-49-7 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 83

Abundance Scan 3300 (22.477 min): BG038643.D (-3294) (-) m/z 57.00 100.00%

i

5000
l 133 209 355 . .40 22.60 22.80
SR 8§ B Y i —— m/z 43.00 76.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LN L L L L L LN

22. 20 22. 40 22. 60 22. 80
m/z 71.00 49.65%

141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
517

5

22.20 22.40 22.60 22.80
5000 m/z 85.00 37.48%

99
26 |, 141 183 225 281 323 379 421 463 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane

5[7 22.20 22.40 22.60 22.80
m/z 41.00 33.52%

5000

99
26 | 141 183 225 267 309 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.20 22.40 22. 60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038643.D

Aca On : 16 Dec 2018 16:44

Operator : JU/SJ

3?22 le J6388-17 P001-55011-1824-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 8 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

23.18 2.30 ng 50099 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 72
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 72
4 Heptacosane 380 C27H56 000593-49-7 68
5 Heneicosane 296 C21H44 000629-94-7 64

Abundance Scan 3420 (23.182 min): BG038643.D (-3412) (-) m/z 57.00 100.00%

g7
43
71
5000

22. 80 23. 00 23. 20 23. 40
— m/z 43.00 76.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105884: Octadecane
43 57
71

5000 85 S s R
22.80 23.00 23.20 23.40

m/z 70.95 60.74%

29

99
il 1 113127141155169183197211225 254

R e R R R e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #141429: Eicosane, 2-methyl-
43 57
71 22.80 23.00 23.20 23.40
5000 m/z 54.95 38.07%
85
99
” i 1}31%7141155169183197211 253 o1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129498: Nonadecane, 2-methyl- AR EEEEE e
43 57 22.80 23.00 23.20 23.40
m/z 84.95 37.21%
71
5000
85
99
Tl ornassieoissierany 29 67

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038643.D

Aca On : 16 Dec 2018 16:44

Operator : JU/SJ

3?22 le J6388-17 P001-55011-1824-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 9 Sulfurous acid, butyl undec... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.98 3.16 ng 63067 Perylene-d12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 86
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 86
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 3556 (23.981 min): BG038643.D (-3546) (-) m/z 57.00 100.00%

23. 60 23. 80 24 00 24. 20
m/z 43.00 67 .57%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #137567: Sulfurous acid, butyl undecy! ester

5000 T
23.60 23.80 24.00 24.20

m/z 71.00 51.00%

113141 183209 252281

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #149369: Sulfurous acid, butyl dodecy! ester

23.60 23.80 24.00 24.20
5000 m/z 85.00 39.11%

85
‘\w J 13139169 521

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane

23.60 23.80 24.00 24.20
m/z 41.00 23.64%

5000

113141169197 225253 281300337 379 421449477 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121618\

Data File : BG038643.D

Aca On : 16 Dec 2018 16:44

Operator : JU/SJ

3?22 le J6388-17 P001-55011-1824-01
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.08 2.24 ng 44850 Perylene-di12 25.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 72
2 Eicosane 282 C20H42 000112-95-8 64
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 64
4 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 64
5 Pentadecane 212 C15H32 000629-62-9 59
Abundance Scan 3913 (26.079 min): BG038643.D (-3906) (-) m/z 56.95 100.00%
57
5000 85
o s o o 355 26100 3630 25
A Ly s | m/z 43.00 55.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 UL IR AR U B
25.80 26.00 26.20 26.40
113 m/z 85.00 49 .44%
JLJL 757,141 169 197 225 253 281 309 337 365 437
m/z--> §o 160 1éo 260 250 360 3%0 460 !
Abundance #129491: Eicosane
57
25.80 26.00 26.20 26.40
5000 85 m/z 71.00 37.30%
29

| | ;8 141 169 197 225 253 282

m/z--> 50 100 150 200 250 300 350 400
Abundance #125656: Sulfurous acid, butyl decyl ester
57 25.80 26.00 26.20 26.40
m/z 83.00 18.51%
5000 85
29 141

m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121618\

Data File : BG038643.D

Acq On : 16 Dec 2018 16:44

Operator : JU/SJ

3?22 le J6388-17 P001-SS011-1824-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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]
unknown3.73 3.73 3.4 ng 24483 1 8.06 146228 20.0
2-Pentanone, 4-hy... 5.14 6.0 ng 44154 1 8.06 146228 20.0
unknown7 .59 7.59 113.3 ng 828653 1 8.06 146228 20.0
n-Hexadecanoic acid 18.30 3.7 ng 69223 4 17.44 373664 20.0
Cyclopentadecane 21.32 6.5 ng 141066 5 21.72 434771 20.0
Tetratetracontane 22 .48 2.0 ng 44312 5 21.72 434771 20.0
Octadecane 23.18 2.3 ng 50099 5 21.72 434771 20.0
Sulfurous acid, b... 23.98 3.2 ng 63067 6 25.02 399579 20.0
Hentriacontane 26.08 2.2 ng 44850 6 25.02 399579 20.0
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