LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\

Data File : BG044105.D

Aca On : 20 Jan 2020 19:41 Instrument :
Operator : JU gll\:gﬁ(t;Sam leld :
3?22Ie L1166-01 QVD_WC_L_(F)’l
ALS Vial : 7 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-BG123019.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 5.032 325 331 343 rVB 116252 187861 3.19% 0.555%
2 5.508 406 412 423 rBV 663930 1081085 18.37% 3.196%
3 6.007 489 497 509 rBV 74820 128023 2.18% 0.379%
4 7.100 674 683 699 rBV 450046 823237 13.99% 2.434%
5 7.464 736 745 759 rBV 1245997 2227668 37 .85% 6.586%
6 7.928 818 824 832 rBV 277625 477593 8.12% 1.412%
7 8.257 872 880 888 rBY 1135160 2019212 34.31% 5.970%
8 9.086 1010 1021 1033 rBV 921375 1681965 28.58% 4_.973%
9 10.731 1293 1301 1311 rBV 382430 717717 12.20% 2.122%
10 13.193 1712 1720 1741 rBV 2491373 4129921 70.18% 12.211%

11 14.021 1855 1861 1872 rBV 141895 234609 3.99% 0.694%
12 14.568 1944 1954 1964 rBvV2 707478 1118479 19.01% 3.307%
13 16.054 2200 2207 2218 rBV 2159547 3402454 57.82% 10.060%
14 16.154 2219 2224 2235 rVB2 29479 71768 1.22% 0.212%
15 17.311 2414 2421 2431 rBV 877517 1336260 22.71% 3.951%

16 19.926 2860 2866 2875 rBV 4455733 5884789 100.00% 17.399%
17 20.737 2997 3004 3008 rBV2 92750 131628 2.24% 0.389%
18 21.236 3083 3089 3100 rBV 303601 577885 9.82% 1.709%
19 21.559 3137 3144 3151 rBV 826075 1350088 22.94% 3.992%
20 21.771 3174 3180 3191 rVB 267470 395700 6.72% 1.170%

21 22.364 3274 3281 3287 rBV 377562 615717 10.46% 1.820%
22 23.034 3388 3395 3403 rBvV 438933 811275 13.79%% 2.399%
23 23.216 3422 3426 3433 rVB 37119 68000 1.16% 0.201%
24 23.816 3521 3528 3542 rVB 427600 870852 14.80% 2.575%
25 24.668 3662 3673 3679 rBvV 500448 1394269 23.69% 4.122%

26 24.732 3679 3684 3695 rVB2 341655 855878 14.54% 2.530%
27 25.825 3861 3870 3883 rvB2 234985 689482 11.72% 2.039%

28 27.129 4083 4092 4105 rVB2 118445 401145 6.82% 1.186%
29 28.710 4353 4361 4375 rVB4 35966 137943 2.34% 0.408%

Sum of corrected areas: 33822503
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG044105.D
4000000
3000000
2000000
7.46 8.26
1000000 9.09
5.51
7.10
703 10.73
5.03 6.01
o - - - - - - - -
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG044105.D
1993
4000000
3000000
13.19
16.05
2000000
1000000 17.31 21.56
14.57
22.36
21.24 (|21.77
14.02
o @&?, N | G S OUS | S ?2?? 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: BG044105.D
4000000
3000000
2000000
1000000
2303 2382 2467,
% }%L 25.82 27.13
3.22 /\ A 28.71
R T T T T T T T T T T T T T T R T 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\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.03 7.87 ng 187861 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 35
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 25
5 Tetraglyme 222 C10H2205 000143-24-8 25

Abundance Scan 331 (5.032 min): BG044105.D (-325) (-) m/z 43.10 100.00%
43
59
5000
o 250 250 500 850 5u0
...,....,....,....','::..??.'.'!,....,.75?..,??..,...:,|....,. m/z 59.10  58.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IS LS SN LN
460 4.80 5.00 5.20 5.40
59 m/z 101.10 20.73%
21 37 | 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
31 59
460 480 500 520 540
5000 m/z 58.10 13.54%
41
25 47 53 73 87 102
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 460 4.80 5.00 5.20 5.40
m/z 41.05 9.32%
5000
101
15 o531 37, 51 % 69 86
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Ethanol, 2-butoxy- Concentration Rank 12

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

6.01 5.36 ng 128023 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 25
3 Propane. 1-(chloromethoxv)-2-met... 122 C5H11CI0 034180-11-5 25
4 n-Butvl ether 130 C8H180 000142-96-1 25
5 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 17

Abundance Scan 498 (6.013 min): BG044105.D (-489) (-) m/z 57.10 100.00%
57
5000 5
3 s 560 580 6.00 620 6.40
..,....,....,....',.-:..?1..'!!,‘??.‘??-..'..,...|.,...1.‘,’9...,....,.... m/z 45.10 39.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000 ISR SRS R RS B
45 5.60 5.80 6.00 6.20 6.40
29 87 m/z 41.10 33.24%
18 “‘ 39| 51, 6369 100 118
miz> T %3 4o 0 8 b 8 9 100 16 130
Abundance
57
5.60 5.80 6.00 6.20 6.40
5000 m/z 87.10 20.92%
41 69 g7
75
15 2 47 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9771: Propane, 1-(chloromethoxy)-2-methyl- T R e
57 5.60 5.80 6.00 6.20 6.40
m/z 56.10 9.66%
87
5000
41
"I""I"'%?""J""I'”'lI""I?§"?4"ll""l'"'I""I"" SRR SRS R RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.46 Concentration Rank 1

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

7.46 93.29 ng 2227670 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 744 (7.458 min): BG044105.D (-736) (-) m/z 132.00 100.00%
132
5000 68
40 % J 720 7.40 7.60 7.80
54 . . . :
8 w27 hzz 68.10  41.74%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL NI IR R U
7.20 7.40 7.60 7.80
m/z 134.00 33.11%
31 51
"kﬁﬁlw'l'l'jg"'l"'w""l'”'l""w"'l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
720 740 7.60 7.80
5000 67 m/z 66.10 27.19%
41 97
53
29 117
107
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl R mms m A Raa
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 17.05%
5000 98 116
SRS | TR N .pwﬂ.‘»,..“‘.,...¥5?...., }??II o /2 W S W —
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Sulfurous acid, octadecyl 2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.24 8.56 ng 577885 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 90
3 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 87
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 72
5 Nonadecane 268 C19H40 000629-92-5 68
Abundance Scan 3090 (21.242 min): BG044105.D (-3083) (-) m/z 57.10 100.00%
5000 85
L 111
141 21.00 21.20 21.40 21.60
Sl b w109 lo7 224 253 282 3% | n77 43.10  73.14%
m/z--> 50 100 150 200 250 300 350
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71
5000 IR SR BRI BRI B
97 21.00 21.20 21.40 21.60

m/z 71.10 66.71%

‘ H ‘ I 155 183 224 253
m/'z--> 50 100 150 200 250 300 350

125
ZGL I ‘ i
T L L LA UL WL

Abundance
57
21.00 21.20 21.40 21.60
5000 m/z 85.05 46 _.47%
¥ 83 111
139 196 224 269
e e a2 S
m/z--> 50 100 150 200 250 300 350
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester REEE RS R B S N
57 21.00 21.20 21.40 21.60
m/z 55.05 44 _25%
5000
29
L, 1%1129148 182210 255
— e T T e
m/z--> 50 1 O 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\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.77 5.86 ng 395700 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 3180 (21.771 min): BG044105.D (-3174) (-) m/z 57.10 100.00%
57
85
5000
113 21.40 21.60 21.80 22.00
141 169
—_ \ Iy ll L 20 197 225 251 281303 8% | “nyz 71.05  73.28%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 NN AR DR
mmmmmmnm
m/z 43.10 66 .59%
29 113
\‘ ‘L h “\ ‘hw h‘ |‘ il 1ﬂ.1 \169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance
57
21:40 21.60 21.80 2200
5000 m/z 85.05 52.78%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #185535: Heptadecane, 9-octyl- A REREE RS L e
57 21.40 21.60 21.80 22.00
m/z 41.10 23.60%
5000 85

113
L LT 4 169 197 239 967 904 323 352
b N 207 294 323 852 Shasa sl s s

m/z--> 50 100 150 200 250 300 350 21. 40 21. 60 21. 80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.36 9.12 ng 615717 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91

Abundance Scan 3280 (22.358 min): BG044105.D (-3274) (-) m/z 57.10 100.00%

5000

|

22. 00 22. 20 22. 40 22 60
141 169
o 197221 253 282 309 355 m/z 71.05 73.81%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane

57

85

5000 T T
22.00 22.20 22.40 22.60

m/z 43.10 63.17%

29
R e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

22. 00 22. 20 22. 40 22.60

85

5000 m/z 85.10 53.49%
29 113
141 169 197 225 253 296
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane P P T T T T T T
57 22. 00 22. 20 22. 40 22 60

m/z 55.05 22 .81%

29
By ﬂlﬁ3 141 169 197 225 253 295 323 367

m/z--> 50 100 150 200 250 300 350 400 22. 00 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.03 12.02 ng 811275 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3394 (23.028 min): BG044105.D (-3388) (-) m/z 57.10 100.00%

57
85
5000

141 169 197 22.80 23.00 23.20 23.40
ll Lo P, 197 225249 281 309 385 m/z 71.10 72.32%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

85

5000 L e R e
22. 80 23. OO 23 20 23. 40

m/z 43.10 63.52%

29 113
\‘ Jl ‘\ “\ It h‘ u‘ \‘ 1?1 169 197 225 253 296
e e e e e e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57

22 80 23.00 23.20 23.40

5000 o m/z 85.10 52.35%
29
113 141 169 197 225 253 281 309 337 365 394
R - i R SN
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- e R RR RS e e
57 22.80 23.00 23.20 23.40

m/z 55.10 22 .92%

113
37 ) ) 0,141 169 197 239 267 204 323 352

m/z--> 50 100 150 200 250 300 350 22. 80 23. OO 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.82 12.49 ng 870852 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3529 (23.821 min): BG044105.D (-3521) (-) m/z 57.10 100.00%
57
85
5000
R
141 169 23.60 23.80 24.00 24.20
ol J , ll D197 225258 295328 365 429 | nyz 71.05  75.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LI BN BN UG R
Bmmmmmmm
m/z 43.10 63.17%
29 113 14
\‘ J h “\ h h‘ u‘ \ | \169 197 225 253 296
m/z--> 55 100 1éo 260 250 360 3%0 460
Abundance
57
" 23.60 23.80 24.00 24.20 |
5000 85 m/z 85.10 56.44Y%
13 141 160 210 239 267 309 336 366
m/z--> 55 160 1%0 260 2éo 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl- R R Rmm e
57 Bmmmmmmm
m/z 55.10 25.25%
5000 85
113
. ‘ } LB e P oramimsse e
m/z--> 50 100 150 200 250 300 350 400 23. 60 23 80 24. oo 24. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Sulfurous acid, butyl dodec... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.73 12.28 ng 855878 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 91
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3684 (24.732 min): BG044105.D (-3679) (-) m/z 57.10 100.00%
57
5000
113 24,40 24.60 24.80 25.00
141 169
A LRy 109 197 221230 267 205 323 351 m/z 71.10 71.26%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AUV
mmmmmm%m
m/z 43.10 60.94%

29 113
\‘ “\ h H\ ‘hw h‘ \1 | 1?1 ! 169 197 225 253 296
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—r

24.40 24.60 24.80 25.00

5000 85 m/z 85.10 52 _.55%
113
3 141 169 197 % 267 294 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #149369: Sulfurous acid, butyl dodecy! ester e AR AR RS e
57 24.40 24.60 24.80 25.00

m/z 55.10 20.35%

5000
85
29
| ‘ W J s 139 169 203221

m/z--> 50 100 150 200 250 300 350 24. 40 24 60 24. 80 25. OO

8270-BG123019.M Tue Jan 21 13:29:37 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hexacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
25.83 9.8 ng 689482  Perylene-di2 24.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexacosane 366 C26H54 000630-01-3 91

2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 91
Abundance Scan 3871 (25.831 min): BG044105.D (-3861) (-) m/z 57.10 100.00%

57
85
5000

Mll%ml 25.60 25.80 26.00 26.20
|, l| 11 Fatiee =2 230 267 295 885 m/z 71.10 78.85%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
85

5000 L e e e
25 60 2580 26. 00 26 20

m/z 43.10 62 .38%

29
ey | ‘\34 141 169 197 225 253 295 323 367
e T T e
miz--> 50 100 150 200 250 300 350
Abundance
57

25.60 25. 80 26. 00 26.20

5000 o m/z 85.10 59.10%
29
113 141 169 197 225 253 281 309 337 365 394
R - i R SN
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R N  REE.
57 25.60 25.80 26.00 26.20

m/z 55.10 22 .36%

85
5000
29 113
\ || J 17 141 169 197 225 253 296

T
m/z--> 50 100 150 200 250 300 350 25 60 25. 80 26. 00 26 20

8270-BG123019.M Tue Jan 21 13:29:38 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044105.D

Aca On : 20 Jan 2020 19:41

Operator :© JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 12 Octadecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27.13 5.75 ng 401145 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 4092 (27.129 min): BG044105.D (-4083) (-) m/z 57.10 100.00%
57
5000 85
113 26,80 27.00 27.20 27.40
141 169 221 281
,I || 11 A, W 28 A S AL Tz 71,100 70.25%
m/z--> 50 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
26.80 27.00 27.20 27.40
m/z 43.10 58.63%
sz h M‘M M m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1éo 260 2%0 300 3éo 460
Abundance
43
o 26,80 27.00 27.20 27.40
5000 m/z 85.10 49.51%

9

m/z--> 50 100 150 200 250 300 350 400

Abundance #215181: 2-methyloctacosane
57 26.80 27.00 27.20 27.40
m/z 55.10 22 .55%
5000 85
113

2?} ] || |77, 141 160 197 225 267 295 365 393

e I A o o e o B B L e o o e e B i e R R N RmEmE e
m/z--> 50 100 150 200 250 300 350 400 26. 80 27. 00 27. 20 27. 40

8270-BG123019.M Tue Jan 21 13:29:38 2020 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012020\
Data File : BG044105.D

Acq On : 20 Jan 2020 19:41

Operator : JU

Sample : L1166-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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]
2-Pentanone, 4-hy... 5.03 7.9 ng 187861 1 7.93 477593 20.0
Ethanol, 2-butoxy- 6.01 5.4 ng 128023 1 7.93 477593 20.0
unknown7 .46 7.46 93.3 ng 2227670 1 7.93 477593 20.0
Sulfurous acid, o... 21.24 8.6 ng 577885 5 21.56 1350090 20.0
Heneicosane 21.77 5.9 ng 395700 5 21.56 1350090 20.0
Eicosane 22.36 9.1 ng 615717 5 21.56 1350090 20.0
Octacosane 23.03 12.0 ng 811275 5 21.56 1350090 20.0
Heptadecane, 9-oc... 23.82 12.5 ng 870852 6 24.67 1394270 20.0
Sulfurous acid, b... 24.73 12.3 ng 855878 6 24.67 1394270 20.0
Hexacosane 25.83 9.9 ng 689482 6 24.67 1394270 20.0
Octadecane, 2-met... 27.13 5.8 ng 401145 6 24.67 1394270 20.0
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