LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022719\
Data File : BG039634.D

Aca On : 27 Feb 2019 14:40

Operator : JU/SJ

Sample : K1594-34

Misc :

ALS Vial : 6 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-BG012919.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 3.222 17 23 32 rBv 87611 186353 4.74% 0.810%
2 3.293 32 35 41 rVB 57180 77942 1.98% 0.339%
3 5.713 439 447 460 rBV 1032909 1654103 42.11% 7.189%
4 7.311 710 719 734 rBVY 1040727 1884330 47.98% 8.189%
5 7.693 776 784 792 rBV 990946 1727931 43.99% 7 .509%
6 8.168 858 865 877 rVB 184189 323739 8.24% 1.407%
7 8.492 911 920 934 rVB 716647 1256367 31.99% 5.460%
8 9.343 1056 1065 1078 rBV 619596 1100463 28.02% 4.783%
9 10.988 1337 1345 1353 rBV 258714 456129 11.61% 1.982%
10 13.414 1749 1758 1767 rBV 1657997 2531841 64.46% 11.003%

11 14.231 1890 1897 1904 rBV 91656 135519 3.45% 0.589%
12 14.789 1985 1992 2002 rBV2 423938 682757 17.38% 2.967%
13 16.275 2238 2245 2261 rBV 1474583 2262495 57.60% 9.833%
14 17.532 2453 2459 2472 rBV 603898 931992 23.73% 4 _.050%
15 18.384 2599 2604 2616 rBV2 94590 159524 4._.06% 0.693%

16 20.129 2894 2901 2907 rBV 2952294 3927671 100.00% 17.069%
17 20.892 3027 3031 3035 rBV2 32477 41333 1.05% 0.180%
18 21.415 3115 3120 3132 rBV2 99466 222816 5.67% 0.968%
19 21.668 3158 3163 3168 rVB 119912 170889 4 _35% 0.743%
20 21.821 3182 3189 3198 rBV2 615198 1052187 26.79% 4_.573%

21 21.973 3210 3215 3219 rBV 62768 86054 2.19% 0.374%
22 22.596 3316 3321 3327 rBV2 82356 140196 3.57% 0.609%
23 23.319 3437 3444 3452 rBV 105768 200433 5.10% 0.871%
24 23.524 3471 3479 3486 rBV 64896 129024 3.29% 0.561%
25 24.159 3579 3587 3595 rVB2 88960 193522 4._.93% 0.841%

26 25.204 3746 3765 3777 rBv4 330651 1218124 31.01% 5.294%
27 26.338 3946 3958 3968 rBV3 49307 164329 4.18% 0.714%
28 27.754 4192 4199 4213 rVB7 24522 92083 2.34% 0.400%

Sum of corrected areas: 23010146

8270-BG012919.M Thu Feb 28 15:09:00 2019 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\

BG039634.D

27 Feb 2019 14:40

JussJ

K1594-34

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000
3¥29

TIC: BG039634.D

5.71 7.31 7.69

8.49 9.34

8.17 10.99

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

13.41

TIC: BG039634.D

20.13

16.28

17.53 21.82

14.79

14.23 18.38 2089 2L4L0%1 07

22.60
A

A
T T T

05
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

2500000

2000000

1500000

1000000

500000

TIC: BG039634.D

25.20

Time-->

23.33 52

24.16
I\

26.34

27.75

o~

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\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039634.D

Aca On : 27 Feb 2019 14:40

Operator : JU/SJ

Sample : K1594-34

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.29 4.82 ng 77942 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 35 (3.293 min): BG039634.D (-32) (-) m/z 73.15 100.00%
7B
5000 43 /\\
55
87 AN S —
49 320 340  3.60
Ol 4 Tm/z 43.15  42.79%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 T T
43 55 320 340  3.60
87 m/z 55.15 32.82%
Oy "|"'“hﬁ% 'JJ'J ??'“"qq '§?|L"'| "J'I""lp}"'l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
a . 7 3h0 oa0  5ko
5000 m/z 87.15 22 .65%
s M\ H‘ o«
"P"'I”" RN HEUNSUR SR
m/z--> 10 20 40 50 80 90 100
Abundance #7506: 2- Methyl 5 hexen 3-ol P
73 320 340  3.60
55 m/z 41.15 12.57%
43
5000
s el L Jm
0"I"”I"'W""P"'I”"I'”'I"”I"'W""P"'I T T e
m/z--> 10 20 50 60 70 80 90 100 320 340  3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039634.D

Aca On : 27 Feb 2019 14:40

Operator : JU/SJ

Sample : K1594-34

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.69 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.69 106.75 ng 1727930 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 784 (7.693 min): BG039634.D (-776) (-) m/z 132.15 100.00%
13
5000 68
6 —— e e
40 54 ‘ 75 103 7.40 7.60 7.80 8.00
62
0....,...:I'!.‘.‘.?,.'.'..,.-!'.'.|,..'.--.,..E.;?,...l.,.'.'..,.l.l?.,....,"...,... m/z 68.15 45.73%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N AR AR R AR
7.40 7.60 7.80 8.00
78 m/z 134.15 33.75%
31 35 ,, 51
0'”'i'””J'W””'P'Jih'W'”'P'”I”“"”'P'”I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132

7.40 7.60 7.80 8.00

5000 m/z 66.15 30.82%
3B Mm - g7 105
78
SO P || o
| NN SRR VDN FSSRIRN PR RS PR SR MRS NI R NS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e e
132 7.40 7.60 7.80 8.00
m/z 69.15 17.83%
5000 67
41 53 97 117
79
0....,?ﬁn,....,....?%...“...,...??....}9%%19...,%?4.,...,”. s
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

8270-BG012919.M Thu Feb 28 15:09:02 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039634.D

Aca On : 27 Feb 2019 14:40

Operator : JU/SJ

Sample : K1594-34

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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.
18.38 3.42 ng 159524 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2603 (18.378 min): BG039634.D (-2599) (-) m/z 60.15 100.00%

5000

o

18.00 18.20 18.40 18.60

0 m/z 73.15 84.61%
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 43.25 81.68%

213
143 157171 185 199

ey

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

%

Abundance #84453: Tetradecanoic acid
60 78
43 R e maaa
18.00 18.20 18.40 18.60
5000 129 m/z 57.25 76.29%
29 185 228
‘ T7 01115 143157171 ‘ 199
ok, ‘...,‘.‘..“.“‘.u‘.‘ ,M },..u‘. AR A i A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid T T
43 60 73 18.00 18.20 18.40 18.60
m/z 55.15 69.98%
5000
29
129
“ T7 115 ‘ 71 214
oot bl I L 82T | e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18 20 18. 40 18 60

8270-BG012919.M Thu Feb 28 15:09:02 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039634.D

Aca On : 27 Feb 2019 14:40

Operator : JU/SJ

Sample : K1594-34

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Oxalic acid, isobutyl penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.42 4.24 ng 222816 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 91
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 74
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 72
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 68
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 64
Abundance Scan 3121 (21.421 min): BG039634.D (-3115) (-) m/z 57.20 100.00%
57
97
5000
125 2120 21.40 21.60 21.80
3 153 - - - -
I e O O W P A~ . L m/z 43.15  81.42%
m/z--> 50 100 150 200 250 300 350
Abundance #188025: Oxalic acid, isobutyl pentadecyl ester
57
5000 LR SR UL UL I
2120 21.40 21.60 21.80
29 83 m/z 55.25 81.03%
111
o I,,J! ,l.I,l Ji2018 1g2 210 %
m/z--> 50 100 150 200 250 300 350
Abundance #199128: Pentafluoropropionic acid, pentadecy! ester
57
8 2120 21.40 21.60 21.80
5000 m/z 97.20 59.65%
ol Ll I Mh 1?9 182 | 237255 356
m/z--> 55 100 150 200 250 300 350
Abundance #109268: Ethanol, 2-(tetradecyloxy)- Tl B n i B S St
57 21.20 21.40 21.60 21.80
m/z 83.15 56.99%
83
5000
29 111
0 ‘n Hg ‘168 19 227 peg
m/z--> 50 200 250 300 350 2120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039634.D

Aca On : 27 Feb 2019 14:40

Operator : JU/SJ

Sample : K1594-34

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22 .60 2.66 ng 140196 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 83
2 Tetracosane 338 C24H50 000646-31-1 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 Nonadecane 268 C19H40 000629-92-5 80
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 3322 (22.602 min): BG039634.D (-3316) (-) m/z 57.15 100.00%
g7
5000 85 Nﬂ\vruwvﬂmhv“/\WWAAA&dN_*’KN
113 (141 22.20 22.40 22.60 22.80 23.00
ol |-,‘.1- by m 19 207 288 385 1 Thnyz 43.15  64.90%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
g7
5000 AR ABAUNABUNAUNN
85 22120 22.40 22.60 22.80 23.00
29 m/z 71.25 55.25%
. Pdg g 28 141 169 105 240
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
22.20 22.40 22.60 22.80 23.00
5000 85 m/z 85.25 44 _15%
29 113
0 | ‘ I I | r 1141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57 22.20 22.40 22.60 22.80 23.00
m/z 41.15 21.26%
5000
85
o 290 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 22120 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039634.D

Aca On : 27 Feb 2019 14:40

Operator : JU/SJ

Sample : K1594-34

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 6

R.T. EstConc Area Relative to ISTD R.T.
23.32 3.81 ng 200433 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3444 (23.319 min): BG039634.D (-3437) (-) m/z 57.20 100.00%
7
5000 85
113. .. 155 23.00 23.20 23.40 23.60
ol Al I asgloouvetor 239 282 m/z 71.25 51.93%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane

5000

23.00 23.20 23.40 23.60

m/z 43.15 50.70%
113 141 169 197 225 253 281 309 337 365 394

04
m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
57
R e e e e
23.00 23.20 23.40 23.60
5000 o m/z 85.20 39.53%
113
— et e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57 23.00 23.20 23.40 23.60
m/z 55.15 25.84%
5000 85
29
— et e e R ERRRE R TR
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\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039634.D

Aca On : 27 Feb 2019 14:40

Operator : JU/SJ

Sample : K1594-34

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Squalene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
2352  2.12ng 120024  perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24

3 Supraene

410 C30H50

4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300

062951-96-6 72
007683-64-9 72
125529-10-4 64
000762-29-8 59

Abundance Scan 3478 (23.518 min): BG039634.D (-3471) (-)
69
5000
41
‘ 9% 137
obdp bl gy 03092 o s s
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000
41
8 121 149
ol dp b a ) 7175 203 231 273209 341367 4l
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69
41
5000
95 123 149
LT Py
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000
41
95 137
0 L L 417 | 163 191 217 245 273 299 341 367 410
e = 7
m/z--> 50 100 150 200 250 300 350 400

m/z 69.15 100.00%

23.20 23.40 23.60 23.80

m/z 81.15 51.96%

23.20 23.40 23.60 23.80

m/z 41.25 28 .52%

23.20 23.40 23.60 23.80

m/z 95.15 17.58%

23.20 23.40 23.60 23.80

m/z 67.25 13.86%

23.20 23.40 23.60 23.80

8270-BG012919.M

Thu Feb 28 15:09:04 2019

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039634.D

Aca On : 27 Feb 2019 14:40

Operator : JU/SJ

Sample : K1594-34

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24.16 3.18 ng 193522 Perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexadecane 226 C16H34 000544-76-3 80
4 Octacosane 394 C28H58 000630-02-4 70
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 64

Abundance Scan 3587 (24.159 min): BG039634.D (-3579) (-) m/z 57.15 100.00%

57
5000 85

ml%m7 053 23.80 24.00 24.20 24.40
o....|.-..~ll".-i‘35, A S — m/z 43.25 57.52%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
5|7
85

5000 e
23.80 24.00 24,20 24.40

m/z 71.25 52.72%

29 113
o |‘| .| ]1 Lo 141,169 197 225 253 205 323 367
—— ., R e e e B R B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 23.80 24.00 24.20 24.40
5000 m/z 85.25 49 .35%
29 113
oL L LT M 169 107 225 253 296
L e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57 23.80 24.00 24.20 24.40
m/z 55.15 23.70%
5000 85
29
ol Ll |} M8 141 160 197 226
— ettt R R RS LR R R
m/z--> 50 100 150 200 250 300 350 23. 80 24, 00 24, 20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039634.D

Aca On : 27 Feb 2019 14:40

Operator : JU/SJ

Sample : K1594-34

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 3,3-Diethylheptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
26.34 2.70 ng 164329 Perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.3-Diethvlheptadecane 296 C21H44 1000360-41-6 64
2 Eicosane 282 C20H42 000112-95-8 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Tetracosane 338 C24H50 000646-31-1 62
Abundance Scan 3958 (26.338 min): BG039634.D (-3946) (-) m/z 57.25 100.00%
g7
sooo] B | 7185

26.00 26.20 26.40 26.60

9 113157141155160 193 210225

267281
0 m/z 43.25 51.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141434: 3,3-Diethylheptadecane
57
5000 43 71 99 AL AU

26. OO 26. 20 26. 40 26 60
m/z 85.15 45 _.49%

113127141 155169183197 212

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57
43
71 26.00 26.20 26.40 26.60
5000 m/z 71.25 45 .29%
85
29 99
o L 4 )3 1}3127141155169183197211225239253 282
RS e e R RARERRRREEERRSS nERRE TR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane
57 26.00 26.20 26.40 26.60
43 71 m/z 55.20 23.53%
5000 85

99
‘ 113127141155169183197211225239 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 26.00 26.20 26.40 26.60

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG022719\
Data File : BG039634.D

Acq On : 27 Feb 2019 14:40

Operator : JU/SJ

Sample . K1594-34

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 3.29 4.8 ng 77942 1 8.17 323739 20.0
unknown? .69 7.69 106.8 ng 1727930 1 8.17 323739 20.0
n-Hexadecanoic acid 18.38 3.4 ng 159524 4 17.53 931992 20.0
Oxalic acid, isob... 21.42 4.2 ng 222816 5 21.82 1052190 20.0
Heptadecane 22.60 2.7 ng 140196 5 21.82 1052190 20.0
Octacosane 23.32 3.8 ng 200433 5 21.82 1052190 20.0
Squalene 23.52 2.1 ng 129024 6 25.20 1218120 20.0
Hexacosane 24.16 3.2 ng 193522 6 25.20 1218120 20.0
3,3-Diethylheptad... 26.34 2.7 ng 164329 6 25.20 1218120 20.0
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