LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083119\
Data File : BG042635.D

Aca On : 31 Aug 2019 15:12

Operator : HP/JU

Sample : K4592-01

Misc :

ALS Vial : 14 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.117 3 5 24 rVB 411792 516393 18.76% 4.391%
2 5.549 413 419 429 rBV 168404 286497 10.41% 2.436%
3 7.159 683 693 702 rBV 96511 193797 7.04% 1.648%
4 7.529 748 756 769 rBV 350312 619927 22.52% 5.272%
5 7.993 827 835 843 rBV 99522 168321 6.12% 1.431%
6 8.322 883 891 900 rBV 342483 598839 21.76% 5.092%
7 9.162 1027 1034 1054 rBV 237073 452234 16.43% 3.846%
8 10.819 1308 1316 1323 rBV 117656 229182 8.33% 1.949%
9 13.275 1726 1734 1752 rBV 863946 1394899 50.68% 11.862%
10 14.110 1869 1876 1886 rBvV 20844 37692 1.37% 0.321%

11 14.656 1959 1969 1985 rBV 234332 378126 13.74% 3.215%
12 16.148 2216 2223 2244 rBV 741132 1220465 44.34% 10.379%
13 17.406 2431 2437 2449 rBV2 314529 507092 18.42% 4.312%
14 18.299 2585 2589 2596 rBv4 22356 35671 1.30% 0.303%
15 20.020 2875 2882 2892 rBV 2095185 2752588 100.00% 23.407%

16 20.320 2929 2933 2938 rVB 28243 31796 1.16% 0.270%
17 20.814 3013 3017 3021 rBV2 51833 60201 2.19% 0.512%
18 21.319 3098 3103 3117 rBV 93426 154582 5.62% 1.315%
19 21.683 3158 3165 3176 rBV 374152 647754 23.53% 5.508%
20 21.871 3192 3197 3203 rVB 78001 105340 3.83% 0.896%

21 22.482 3295 3301 3307 rBV2 78132 127105 4.62% 1.081%
22 23.181 3413 3420 3426 rBV 79481 151197 5.49% 1.286%
23 23.992 3550 3558 3566 rBV2 67541 143610 5.22% 1.221%
24 24.921 3705 3716 3733 rBV2 241114 795258 28.89% 6.763%
25 26.084 3904 3914 3923 rBV3 33009 101392 3.68% 0.862%

26 27.447 4139 4146 4159 rVB7 16130 49587 1.80% 0.422%

Sum of corrected areas: 11759545
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG083119\
Data File : BG042635.D

Aca On : 31 Aug 2019 15:12

Operator : HP/JU

Sample . K4592-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG042635.D
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1500000

1000000

5000001 12
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Time--> 3.50 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 11.50 12.00 1250
Abundance TIC: BG042635.D
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1000000
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14.11 ﬂ 18.30 20.32 20.81 21.32 (2187 2248
O B e = S L B e B A
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Abundance TIC: BG042635.D

2000000

1500000

1000000

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042635.D

Aca On : 31 Aug 2019 15:12

Operator : HP/JU

Sample : K4592-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.12 61.36 ng 516393 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (3.123 min): BG042635.D (-3) (-) m/z 73.10 100.00%
73

]

5000
87
42 55 3.20 3.30 3.40 3.50
m/z 87.10 36.39%
35,1149 |, 67]
B T B e e o e S REEEE R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
F(<]
3.20 3.30 3.40 3.50
5000 m/z 43.10 27.31%
29
1. 35 | __67]] 80
B I L o o e e e o e S RREEE R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 S
Abundance #13739: 2,2,4-Trimethyl-3-pentanol 3.20 3.30 3.40 3.50
B m/z 55.10 23.77%
87
5000 41 55

J H 320 3.30 340 350
7o 97 12 129 m/z 71.10 10.38%

29 L
L [l

6
| ! “ |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73
5000 43 3.20 3.30 3.40 3.50

58
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042635.D

Aca On : 31 Aug 2019 15:12

Operator : HP/JU

Sample : K4592-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 4 Sulfurous acid, octadecyl 2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 4.77 ng 154582 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
2 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 87
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 87
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 81
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 81
Abundance Scan 3103 (21.319 min): BG042635.D (-3098) (-) m/z 57.10 100.00%
57
5000 85

21.00 21.20 21.40 21.60
m/z 43.10 64.08%

7 155 183 207 225 267283

I TTT II T I. I T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester

43

& 21.00 21.20 21.40 21.60

m/z 71.10 54 .37%

5000

125

27 141 169 197 224 253269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #207558: Sulfurous acid, butyl octadecy! ester 21.00 21.20 21.40 21.60
37 m/z 85.05 47 .14%
5000
85
‘T
111 21.00 21.20 21.40 21.60
139 253
,“ “‘...:“‘ g 188 224 0 287 817 Tnyz 55.05  A4L.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156673: Ethanol, 2-(octadecyloxy)-

57

21.00 21.20 21.40 21.60

5000 4

155 183198 224 2526728358314
7O-BGOB2219 .60 Tie1®e}s0 030 160: E:0 22028 260 280 300 320 Page: 4
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042635.D

Aca On : 31 Aug 2019 15:12

Operator : HP/JU

Sample : K4592-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 5 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.87 3.25 ng 105340 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 89
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3197 (21.871 min): BG042635.D (-3192) (-) m/z 57.05 100.00%
57
85
5000

21.60 21.80 22.00 22.20
m/z 71.10 64 .97%

113
| ]] Ut 160 197 221239 266

m/z--> 50 O 150 200 250 300 350
Abundance #194493:; Hexacosane
5|7
21.60 21.80 22.00 22.20
5000 85 m/z 43.05 57.78%
29 113
| J | ﬂ | Jlfl 169 197 225 253 295 323 367
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane 21.60 21.80 22.00 22.20
7 m/z 85.10 53.72%
85
5000
29 I lm 21.60 21.80 22.00 22.20
141 : : : :
e LT 199 107 225 258 296 m/z 55.05 23.23%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57
5000 85 21.60 21.80 22.00 22.20
29 113
141

m0—860822195w Tueo®ep 0@ 17 Sﬂ 5925019 300 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042635.D

Aca On : 31 Aug 2019 15:12

Operator : HP/JU

Sample : K4592-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 6 Octacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2248 3.92ng 127105  Chrysene-d12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 Co8H58 000630-02-4 94

2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 93

3 Hentriacontane 437 C31H64 000630-04-6 93
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 3301 (22.482 min): BG042635.D (-3295) (-) m/z 57.10 100.00%
57
85
5000
22.20 22.40 22.60 22.80
m/z 71.10 65.13Y%
] “ | 1141 169“1?7 225 253 281 355 1
m/z--> éo 160 150 200 2%0 360 3%0 460 !
Abundance #209565: Octacosane
57
22.20 22.40 22.60 22.80
5000 85 m/z 43.05 59.70%
29
| J | 1141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 150 200 250 360 3%0 460 !
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- 22.20 22.40 22.60 22.80
S m/z 85.10 53.53%
5000
85
29
‘ 113 41 183 22.20 22.40 22.60 22.80
AV TR 253282 0 m/z 55.05  26.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 o 2220 22.40 22.60 22.80
113
41 ‘1‘?911197 225 253 281 309 337 365 437
e HE e T o o e
82?‘:@—8608221‘»9 M J]QQe Sep 0&0&7 525Q 00 32@19 350 400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042635.D

Aca On : 31 Aug 2019 15:12

Operator : HP/JU

Sample : K4592-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 7 Tetracosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.18 4_.67 ng 151197 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Docosane 310 C22H46 000629-97-0 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3420 (23.181 min): BG042635.D (-3413) (-) m/z 57.10 100.00%
57

5000
22.80 23.00 23.20 23.40
m/z 71.05 64 .90%
183 211 253 281
bl
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85 22.80 23.00 23.20 23.40
5000 m/z 43.10 57.71%
. I| || i .1111‘.39 197 225 253 281 309 338
e — ; e
m/z--> 50 150 200 250 300 350 R
Abundance #202661: Heptacosane 22. 80 23 00 23 20 23.40
S m/z 85.10 56.01%
5000 85
29 I M2 141 169 197 295 253 28 a0 22.80 23.00 23.20 23.40
AT 109 197,225 253 281 300 337 380 | nzy B5.05  24.88%
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57
5000 85 22.80 23.00 23.20 23.40
29 113
| T lfl 169 107 225 253 281 310
e L T
m@—86082219ﬁM TuHmSepla3 171&5 0@52019Km 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042635.D

Aca On : 31 Aug 2019 15:12

Operator : HP/JU

Sample : K4592-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 8 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.99 3.61 ng 143610 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Hentriacontane 437 C31H64 000630-04-6 90

Abundance Scan 3558 (23.992 min): BG042635.D (-3550) (-) m/z 57.05 100.00%

g7
5000 85

23.60 23.80 24.00 24.20 24.40

127 m/z 71.05 64 .24%
3 [| J LT, 188 211 239 267 295 355
ey T I A e e e o o S
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.10 51.60%
85
29
J . } | M8 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane 23.60 23.80 24.00 24.20 24.40
37 m/z 43.10 49 .79%

85
5000

23 60 23. 80 24 00 24 20 24.40

ol ‘ | Mt 1e0 107 225 253 281 309 3P T TEET05 T 21 66%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 b it e kol
5000 2360 2380 24.00 24.20 24.40

29
| ‘ ‘ 141 169 197 225 253 296

mQ-BG082219 M Tu@DSGp G$017 BEQOO ZBQ9 300 350

LT
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG083119\
Data File : BG042635.D

Aca On : 31 Aug 2019 15:12

Operator : HP/JU

Sample : K4592-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Title :

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok R R SR R AR AR R R R R R AR AR R R AR AR R R R AR R AR R R R R AR R R ok e R AR SR AR AR R e e Rk Sk R R R R R R e R

Peak Number 9 Nonadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.08 2.55 ng 101392 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 91
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Pentacosane 352 C25H52 000629-99-2 87

m/z 57.05 100.00%

3

25.80 26.00 26.20 26.40

m/z 71.10 68 .04%

-

25.80 26.00 26.20 26.40

m/z 85.10 56.77%

-

25.80 26.00 26.20 26.40

m/z 43.10 56.10%

-

25.80 26.00 26.20 26.40

Abundance Scan 3913 (26.078 min): BG042635.D (-3904) (-)
5|7
5000
141 183 221 267 327
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #129501: Nonadecane, 2-methyl-
48
5000 71
99 239
Ll %7 15 183 211 | 267
— ,....,.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85
113
J L J141 169 197 225 253 281 309 337 365 437
S B o e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85
113 141
J | J | [} 169 197 225 253 281 300 337 365 394
... T — T )
m-seoszzm M Toae Sép 0&00_7 550. 01 3Q(Dl9 350 400

m/z 55.05 23 .34%

%

25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG083119\
Data File : BG042635.D

Acq On : 31 Aug 2019 15:12

Operator : HP/JU

Sample - K4592-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Title :

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... 3.12 61.4 ng 516393 1 7.99 168321 20.0
Sulfurous acid, o... 21.32 4.8 ng 154582 5 21.68 647754 20.0
Hexacosane 21.87 3.3 ng 105340 5 21.68 647754 20.0
Octacosane 22.48 3.9 ng 127105 5 21.68 647754 20.0
Tetracosane 23.18 4.7 ng 151197 5 21.68 647754 20.0
Eicosane 23.99 3.6 ng 143610 6 24.92 795258 20.0
Nonadecane, 2-met... 26.08 2.5 ng 101392 6 24.92 795258 20.0
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