LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\
Data File : BG040432.D
Aca On - 11 Apr 2019 3:45 Instrument :
Operator : JU/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 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-BG032719.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 3.178 13 15 24 rVB2 33099 53160 2.32% 0.411%
2 5.599 420 427 437 rBV 207686 347027 15.13% 2.685%
3 7.197 692 699 711 rBV 170551 322927 14.08% 2.499%
4 7.573 756 763 771 rBV 356742 609100 26.56% 4.713%
5 8.043 834 843 855 rBV 128016 225839 9.85% 1.747%

8.366 891 898 906 rBV 329427 578280 25.21% 4_475%
9.218 1035 1043 1053 rBvV 271153 520501 22.69% 4.027%
1315 1322 1336 rBVY 148854 289417 12.62% 2.239%
12.426 1583 1589 1594 rBV2 18647 27612 1.20% 0.214%
13.296 1727 1737 1748 rBVY 674325 1119832 48.83% 8.665%

O © o~ O
=
o
fos
5
o

11 14.124 1872 1878 1884 rBV 65261 102341 4._46% 0.792%
12 14.677 1964 1972 1980 rBV2 255176 425044 18.53% 3.289%
13 16.163 2219 2225 2241 rBV 528368 902374 39.34% 6.982%
14 17.421 2431 2439 2446 rBV2 395240 620915 27.07% 4._.804%

15 17.697 2481 2486 2488 rBV2 33040 50023 2.18% 0.387%
16 17.732 2488 2492 2500 rVB 45890 74582 3.25% 0.577%
17 18.278 2580 2585 2592 rBV2 73827 130395 5.69% 1.009%
18 19.547 2797 2801 2807 rBV7 20464 37833 1.65% 0.293%
19 19.788 2831 2842 2843 rBV7 44579 83372 3.64% 0.645%
20 20.023 2876 2882 2889 rVB 1669327 2293555 100.00% 17.747%
21 20.511 2960 2965 2973 rVB 16675 29336 1.28% 0.227%
22 20.781 3008 3011 3015 rBVS5 20705 30907 1.35% 0.239%
23 20.852 3021 3023 3028 rVB6 17669 23615 1.03% 0.183%
24 21.298 3093 3099 3113 rBV3 130742 360135 15.70% 2.787%
25 21.545 3137 3141 3145 rVB4 19813 27940 1.22% 0.216%

26 21.692 3159 3166 3173 rBV 480669 821332 35.81% 6.355%
27 21.833 3186 3190 3196 rVB 85627 119476 5.21% 0.924%
28 22.444 3289 3294 3300 rVB 134651 206981 9.02% 1.602%
29 23.137 3406 3412 3423 rVB 204767 419703 18.30% 3.248%
30 23.942 3542 3549 3559 rVB2 177994 388848 16.95% 3.009%

31 24.900 3701 3712 3717 rBV2 147165 422557 18.42% 3.270%
32 24.965 3717 3723 3736 rVB3 250463 768926 33.53% 5.950%
33 26.034 3895 3905 3915 rBv4 110389 313048 13.65% 2.422%
34 27.391 4128 4136 4148 rVB4 51784 176850 7.71% 1.368%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 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 - 0 Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 12923783
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\

BG040432.D

11 Apr 2019 3:45

Ju/SsJ

K2311-04 0237-COMP-CS-2-ELTRT
19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG040432.D
1500000
1000000
500000
757 8.37
5.60 . 9,22
' 7.20 8.04 10.86
o .18 12 43
A B s e B s m e L B A ma e o e e
Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040432.D
20.02
1500000
1000000
13.30
16.16 21.69
500000 17.42
14.68
14.12 77p 18.28 79
. s =y 1088320
A A e o B i o o B e R e e e R B
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: BG040432.D
1500000
1000000
500000
24.96
' 27.39
0 A A
T T T T T T T T T T T T T T T T T T T T T T T T e 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\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

3.18 4.71 ng 53160 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 36
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 28
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 15 (3.178 min): BG040432.D (-13) (-) m/z 73.00 100.00%
7B
43 /\\
5000
87
55 Y M NS U M
| ], 79 3.20 3.30 3.40 3.50 3.60
T 11 T MY R NN m/z 43.00 53.12%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 R AN U UL U LA
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.05 32.54%
o ,%9 35 |‘| 50 | 67 ||, 80
miz--> R N T T
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 55 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.00 23.10%
29
o .w.%?.,”..,..”,....“...,”.?,..”,....“.??,.”
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73 3.20 3.30 3.40 3.50 3.60
55 m/z 45.00 14 .89%
43
5000
27
m/z--> 10 20 30 4'0 50 6|0 7'0 80 90 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 unknown7.57 Concentration Rank 1

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

7.57 53.94 ng 609100 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 N-(-phenylisopropyl)benzaldimine 223 C16H17N 1000379-01-3 10

Abundance Scan 762 (7.567 min): BG040432.D (-756) (-) m/z 132.00 100.00%
132
5000 68 /\_
96 A I UL L
40 g -8 | 106 J 7.20 7.40 7.60 7.80 8.00
0 DA N - N | A m/z 67.95  43.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 A I R L
7.20 7.40 7.60 7.80 8.00
104 m/z 134.00 31.21%
ol 14 27 39 1 R g | us
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 29.55%
41 97
53 ‘ 117
Ouuuluuuu‘l‘...‘. ‘H“..‘.‘.|].-0.7..‘|..H.|....|....|....
m/z--> 20 80 100 120 140 160 180
Abundance #52379 Tranylcypromine-propiony! R R
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 16.36%
5000 og 116 f\h
) ,....‘,M...M,.uh. IWIIL‘I W .- 189 DU & U—
m/z--> 20 40 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 4 2-Nitrophenoxathin Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.73 2.40 ng 74582 Phenanthrene-d10 17.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nitrophenoxathin 245 C12H7NO3S 057106-95-3 53
2 Furol3.2-clauinoline. 2.3-dihvdr... 245 C14H15N03 1000264-83-9 49
3 1H-Indene-4-acetic acid. 6-(1.1-... 260 C17H2402 055591-05-4 43
4 Isothiourea. 2-methvl-1-(2.4-dim... 260 C15H20N2S 1000267-73-5 43
5 3-Pyridinemethanol, .alpha.-[3-[... 260 C16H24N20 1000337-80-3 38
Abundance Scan 2492 (17.732 min): BG040432.D (-2488) (-) m/z 245.05 100.00%
245
199
5000
45 67 o1 171184 260 17.40 17.60 17.80 18.00
0 m/z 199.10 62.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98003: 2-Nitrophenoxathin
245
5000 199
171 17.40 17.60 17.80 18.00
69 m/z 157.00 32.12%
o) e IIII|II ; | |||I| o |I:I'If|'I A |'.||. I]I_‘I]_QI]-ISISI Al III - I.I |2|1|5|2|2|9| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98148: Furo[3,2-c]quinoline, 2,3-dihydro-2-hydroxymethyl-...
245
201 17.40 17.60 17.80 18.00
5000 m/z 246.10 21.79%
3 07 apusio 18 TR |0
OIIIIIIIIIIIIIII II\II T T IIII\II\II IIII\IIIHIIIII T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #110939: 1H-Indene-4-acetic acid, 6-(1,1-dimethylethyl)-2,...
245 17.40 17.60 17.80 18.00
m/z 140.95 14.31%
5000
57
41 260
o> T 92106, 178 \ 157171 189205 229
m/z--> 25 45 eb 80 100 150 150 160 180 200 220 240 2éo 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 11
R.T. EstConc Area Relative to ISTD R.T.
18.28 4.20 ng 130395 Phenanthrene-d10 17.42
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 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2585 (18.278 min): BG040432.D (-2580) (-) m/z 42.95 100.00%

73

=

5000
129
97 213 L B e B
U5 | jugtemizat® 51, 26 18.00 18,20 18.40 18.60
0! m/z 73.00 88.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

43

5000 129

18.00 18.20 18.40 18.60
m/z 60.00 85.43%

83

213
143127171185,

=

99
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
43 | B
l 18.00 18.20 18.40 18.60
5000 129 m/z 55.00 74.87%
29
JLis 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid L B
43 -, 78 18.00 18.20 18.40 18.60

m/z 57.00 69.33%

5000

o
%
©

I T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 unknownl19.79 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.79 2.03 ng 83372 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 30
2 Undecane. 4.7-dimethvl- 184 C13H28 017301-32-5 27
3 Heptadecane 240 C17H36 000629-78-7 22
4 4-Heptanone. 2-methvl- 128 C8H160 000626-33-5 22
5 Hexadecane 226 C16H34 000544-76-3 14
Abundance Scan 2842 (19.788 min): BG040432.D (-2831) (-) m/z 57.00 100.00%
57
85
5000
4 TTT T [T T T T[T rIrr[rrrr[rr
113 435 155 19.40 19.60 19.80 20.00 20.20
0! m/z 85.05 67.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129490: Eicosane
57
71
5000
41 19.40 19.60 19.80 20.00 20.20
‘ m/z 43.05 57.78%
ol 28l
m/z--> 25 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48860: Undecane, 4,7-dimethyl-
48
19.40 19,60 19.80 20.00 20.20
5000 71 m/z 71.00 55.72%
L e 12 s
m/z--> 25 4b 65 85 160 150 1&0 1éo 1éo 260 250 250 2éo 2§0 '
Abundance #94346: Heptadecane T T T[T T T T T T T T T T T TT
57 19. 40 19. 60 19. 80 20. 00 20. 20
71 m/z 218.00 54 _75%
5000 4
99
28 0 L) 1% 1% 1 on 240
m/z--> 25 4b 65 85 160 150 1&0 1éo 1éo 260 250 240 2éo 2§0 ' 19.40 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Cycloeicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.30 8.77 ng 360135 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 93
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 92
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
4 1-Tricosene 322 C23H46 018835-32-0 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 3099 (21.298 min): BG040432.D (-3093) (-) m/z 57.00 100.00%

g7

5000

0 ..Jy

m/z--> 50
Abundance

111

:

21.00 21.20 21.40 21.60

139 169 207
b (2T 810 86 1 h/7 55.00 78.78%

150 200 250 300 350

#127768: Cycloeicosane

5000 N EEEEEmEmms
29 11 2100 21. 20 2140 21. 60

%

m/z 43.00 76 .64%

0 A |139 168 196 224 252 280
L T 1T I T T T T L I T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
56
T T T
83 21.00 21.20 21.40 21.60
5000 m/z 83.00 59.59%
29 111
o J 1] A | ﬂ 1139 167 196 223 252 280
i T T
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R e B AR ERa
57 21.00 21.20 21.40 21.60
97 m/z 96.95 56.89%
5000
29 125
0 x‘ o i ‘ \}‘ Il 1.54 182 210 238 283 384
m/z--> 50 100 150 200 250 300 350 21. 00 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.83 2.91 ng 119476 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Eicosane 282 C20H42 000112-95-8 91
3 Docosane 310 C22H46 000629-97-0 91
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 3189 (21.827 min): BG040432.D (-3186) (-) m/z 57.10 100.00%
g7
3 113ml68 239 267 21.60 21.80 22.00 22.20
ol 3 d ol T M 108 197 220239 267 206 3L n S Um0 6s 160
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
57
85
5000 LB SULLE BULIULN LI S
2160 21.80 22.00 22.20
29 m/z 71.05 63.34%
L Ll [T 169 107 200
m/z--> 50 100 150 200 250 300
Abundance #129492: Eicosane
57
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
21.60 21.80 22.00 22.20
5000 o m/z 85.10 48.81%
29
o BEERE:S 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300
Abundance #153222: Docosane
57 21.60 21.80 22.00 22.20
m/z 41.00 23.02%
5000 85
. 290 | | /M8 141 160 197 225 253 21 310
m/z--> 50 100 150 200 250 300 ' 2160 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.44 5.04 ng 206981 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane 240 C17H36 000629-78-7 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 87
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 3293 (22.438 min): BG040432.D (-3289) (-) m/z 57.05 100.00%
57
5000 85
113 141 22.20 22.40 22.60 22.80
I .Iﬂ L 299 21239 262 | m/z 43.00 68.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 ERRUARRR B U I
85 22.20 22.40 22.60 22.80
29 m/z 71.05 60.86%
. Fi L) 8141 169 107 225 253 282
m/z--> éo 160 1éo 260 2éo 300 3%0 460
Abundance #94346: Heptadecane
57
85 22.20 22.40 22.60 22.80
5000 m/z 85.05 47 .15%
29
L] 113 141 169 197 240
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane
57 22.20 22.40 22.60 22.80
m/z 55.00 25.31%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> % 1m ﬁo ﬁ 250 %o ﬁ)4& nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.14 10.22 ng 419703 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Heneicosane 296 C21H44 000629-94-7 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86

Abundance Scan 3412 (23.137 min): BG040432.D (-3406) (-) m/z 57.00 100.00%

7

5000

-

22.80 23.00 23.20 23.40
m/z 43.00 65.87%

o 141 169193 224 252 283 327 355 415

m/z--> 50 100 150 200 250 300 350 400
Abundance #71394: Pentadecane

5

5000

22. 80 23. OO 23. 20 23. 40
m/z 71.10 57 .85%

29

113 141 168 212

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
R R RS SNE
85 22.80 23.00 23.20 23.40
5000 m/z 85.05 51.03%
29 113
ol w |y 177,241 169 107 225 253 296
L s o o e I L e e e o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane R
57 22.80 23.00 23.20 23.40
m/z 55.00 22.95%
5000 85
29 113 141
ol L4 L4 ) 1 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400 22. 80 23. OO 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 Sulfurous acid, butyl tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.94 10.11 ng 388848 Perylene-di12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 90
2 Tridecane. 2-methvl- 198 C14H30 001560-96-9 83
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Hexacosane 366 C26H54 000630-01-3 76
5 Eicosane 282 C20H42 000112-95-8 68
Abundance Scan 3549 (23.942 min): BG040432.D (-3542) (-) m/z 57.00 100.00%
5000
23.60 23.80 24.00 24.20
ol 155 183 211 239 266 327 356 m/z 43.00 59 50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #172308: Sulfurous acid, butyl tetradecy! ester
5000 RAUABUABRA AR
85 23.60 23.80 24.00 24.20
m/z 71.00 58.88%
o ﬁgl ol As, 139 168 197 231 261
m/z--> 50 100 150 260 250 300 350 400 '
Abundance #59889: Tridecane, 2-methyl-
57
23.60 23.80 24.00 24.20
5000 m/z 85.05 45_.63%
85
2 113 155
I I e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane R R
57 23.60 23.80 24.00 24.20
m/z 55.00 22 .46%
5000
85
29 113 14
oL2 \ \ LIl Ty, 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 ' 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG041019\
Data File : BG040432.D

Aca On : 11 Apr 2019 3:45

Operator : JU/SJ

Sample : K2311-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tetracosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24 .90 10.99 ng 422557 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Nonadecane 268 C19H40 000629-92-5 83
Abundance Scan 3712 (24.900 min): BG040432.D (-3701) (-) m/z 57.00 100.00%
q7 q
5000 85
113 141 24.60 24.80 25.00 25.20
o3 ,I. b 161188 211 230 264283 355 m/z 43.00 61.21%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
g7
85
5000 LU A A
2460 24.80 25.00 25.20
- m/z 71.10 59.49%
ol ||113 141 169 197 225 253 338
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
g7
24.60 24.80 25.00 25.20
5000 85 m/z 85.10 44 .46%
oL “‘I 1{113‘ 141 169 210 239 267 309 336 366
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57 24.60 24.80 25.00 25.20
m/z 55.00 19.98%
5000
85
i Awh
oL “ | | )] 18 141 160 197 225 253 282
m/z--> 50 100 150 200 250 300 350 2460 24.80 25.00 25.20

8270-BG032719.M Thu Apr 11 15:56:53 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG032719._.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 13 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.03 8.14 ng 313048 Perylene-di12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 3904 (26.028 min): BG040432.D (-3895) (-) m/z 57.00 100.00%
57
5000 85
113 449 183 25.80 26.00 26.20 26.40
ol L LA, 108207 238 267 205 337 415 | o T0T007  64.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85
25.80 26.00 26.20 26.40
29 m/z 43.00 58.92%
ol \ “113 141 169 197 225 253 281 309 337 365 394
m/z--> §0 100 1éo 260 2éo 360 3éo 460
Abundance #215181: 2-methyloctacosane
57
' 25.80 26.00 26,20 26.40
5000 85 m/z 85.00 40.42%
113
o 20| | | 717,241 169 107 205 267 295 365 393
m/z--> §0 160 1éo 260 2éo 360 3éo 460
Abundance #194493: Hexacosane
57 25.80 26.00 26.20 26.40
m/z 55.00 20.07%
5000 85
. ZPW 1 “1}3J1§1 169 197 205 253 205 323 367
m/z--> 5b 100 1éo 260 250 360 3éo 460 2580 2600 2620 2640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG041019\

Data File : BG040432.D

Aca On - 11 Apr 2019 3:45

Operator : JU/SJ

ﬁ?ggle : K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG032719.M
Quant Title : 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 14 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

27.39 4.60 ng 176850 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 4136 (27.391 min): BG040432.D (-4128) (-) m/z 57.00 100.00%

5000

_

27.00 27.20 27.40 27.60 27.80
o’ m/z 43.10 55.40%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000 R EEERsEEEEsme
27. OO 27. 20 27. 40 27 60 27. 80

m/z 71.00 54 _.87%

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

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
517
27.00 27.20 27.40 27.60 27.80
5000 m/z 85.05  44.33%
99
oL 26 {1241 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57 27.00 27.20 27.40 27.60 27.80
m/z 55.00 20.53%
5000
99
ol 26 |, 4 183 225 281 337 394
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27. 00 27. 20 27. 40 27 60 27. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG041019\

Data File : BG040432.D

Acq On : 11 Apr 2019 3:45

Operator : JU/SJ

3?22'6 - K2311-04 0237-COMP-CS-2-ELTRT
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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... 3.18 4.7 ng 53160 1 8.04 225839 20.0
unknown7 .57 7.57 53.9 ng 609100 1 8.04 225839 20.0
2-Ni1trophenoxathin 17.73 2.4 ng 74582 4 17.42 620915 20.0
n-Hexadecanoic acid 18.28 4.2 ng 130395 4 17.42 620915 20.0
unknown19.79 19.79 2.0 ng 83372 5 21.69 821332 20.0
Cycloeicosane 21.30 8.8 ng 360135 5 21.69 821332 20.0
Heptadecane 21.83 2.9 ng 119476 5 21.69 821332 20.0
Eicosane 22 .44 5.0 ng 206981 5 21.69 821332 20.0
Pentadecane 23.14 10.2 ng 419703 5 21.69 821332 20.0
Sulfurous acid, b... 23.94 10.1 ng 388848 6 24.97 768926 20.0
Tetracosane 24 .90 11.0 ng 422557 6 24.97 768926 20.0
Octacosane 26.03 8.1 ng 313048 6 24.97 768926 20.0
Tetratetracontane 27.39 4.6 ng 176850 6 24.97 768926 20.0
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