LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample : K2668-05

Misc :

ALS Vial : 12 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 M\METHODS\8270-BM043019 .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 3.010 3 4 12 rVB 112389 115242 1.50% 0.227%
2 5.363 397 404 416 rBVY 3129288 4346275 56.58% 8.557%
3 6.951 666 674 685 rBY 2840016 4870456 63.40% 9.589%
4 7.316 728 736 745 rBVY 3120457 4828953 62.86% 9.507%
5 7.786 808 816 822 rVB 482892 736293 9.58% 1.450%
6 8.104 863 870 877 rBVY 2287057 3569035 46.46% 7.027%
7 8.951 1006 1014 1025 rBV 1806941 2918914 38.00% 5.747%
8 10.580 1284 1291 1298 rVB 532411 897103 11.68% 1.766%
9 13.045 1703 1710 1717 rVB 4016264 5729573 74.58% 11.280%
10 13.880 1846 1852 1859 rBvV 441391 630969 8.21% 1.242%

11 14.310 1920 1925 1932 rBV 78355 101080 1.32% 0.199%
12 14.427 1939 1945 1953 rVB2 765695 1169773 15.23% 2.303%
13 15.262 2081 2087 2092 rVB 93966 126728 1.65% 0.249%
14 15.915 2188 2198 2207 rBV 3530608 4956861 64.53% 9.759%
15 16.127 2229 2234 2242 rBV 111074 211416 2.75% 0.416%

16 16.921 2365 2369 2372 rBV 89588 102968 1.34% 0.203%
17 17.174 2403 2412 2418 rBvV2 988180 1431738 18.64% 2.819%
18 17.656 2490 2494 2500 rBV 81495 101985 1.33% 0.201%
19 18.056 2556 2562 2574 rBV 253277 405003 5.27% 0.797%
20 18.351 2608 2612 2616 rBV 68513 82819 1.08% 0.163%

21 19.339 2775 2780 2788 rBV 118974 194774 2.54% 0.383%
22 19.797 2853 2858 2864 rVB 6341797 7681950 100.00% 15.124%
23 21.056 3068 3072 3081 rBV 365716 468275 6.10% 0.922%
24 21.356 3118 3123 3129 rBV 1314875 1626865 21.18% 3.203%
25 21.497 3144 3147 3151 rVB2 100506 103114 1.34% 0.203%

26 21.939 3218 3222 3228 rBV4 158059 295192 3.84% 0.581%
27 22.409 3298 3302 3307 rBV 182630 224773 2.93% 0.443%
28 22.927 3386 3390 3396 rBV 247306 366682 4.77% 0.722%
29 23.509 3485 3489 3497 rVB2 160240 274172 3.57% 0.540%
30 23.638 3505 3511 3525 rVB2 880477 1761753 22.93% 3.468%

31 24.174 3597 3602 3609 rVB2 161130 305439 3.98% 0.601%
32 24.262 3614 3617 3627 rVBS8 76131 157558 2.05% 0.310%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample : K2668-05

Misc :

ALS Vial : 12 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 M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 50793731
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM020118.D
6000000

5000000

4000000
5.36 7.32

3000000 6.95

8.10

2000000 8.95

1000000
7.79 10.58

.01

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020118.D

6000000

19.80

5000000

4000000 13.04

15.92

3000000

2000000

1000000 14.43 17.17

13.88

18,0
14, 15.26 1613 16.92]|  17.66 5%835 19.34

0 Iy A A
LA L L [ L L L L I L N L O L O L L L L L L B L L B

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020118.D

6000000

5000000

4000000

3000000

2000000
21.36

23.64
1000000

150 2194 2241 2293 o3 28436

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8

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

3.01 3.13 ng 115242 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 50
2 Acetic acid. 3-T1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 23
3 1.3-Dioxolane. 2-(dichloromethvl)- 156 C4H6CI202 002612-35-3 9
4 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrCI302 1000115-31-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 4 (3.010 min): BM020118.D (-3) (-) m/z 73.10 100.00%
7B
5000 {\
87
43 55
| | | 3.10 3.20 3.30 3.40
O e e e L e S e e m/z 87.10 28.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4386: Butane, 2-methoxy-2-methyl-
7B
5000 RN AR U R AR
43 3.10 3.20 3.30 3.40
55 87 m/z 55.00 20.08%
A
"”I""I”"I"'W""I'”'I""P"'I"”I'
m/z--> 20 80 100 120 140 160 180
Abundance #39016. Acetlc acid, 3-[1,3]dioxolan-2-ylpropy! ester
7B
3.10 3.20 3.30 3.40
5000 m/z 43.10 18.38%
43
0 27 H 55 | 87 113 131 174
miz--> % 4 & 80 10 0 o 10 1o
Abundance #27263: 1,3-Dioxolane, 2-(dichloromethyl)- B ERAREEEA T
7B 3.10 3.20 3.30 3.40
m/z 71.00 11.81%
5000
45
oh 19 29 | 6l | 83 95 111 128 155
m/z--> 2'0 40 6|0 8|0 100 120 140 160 180 310 3.0 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.32 Concentration Rank 1

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

7.32 131.17 ng 4828950 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 737 (7.322 min): BM020118.D (-728) (-) m/z 132.00 100.00%
68
5000
40 54 % 7.00 7.20 7.40 7.60
o 8 L7 29 m/z 68.10  55.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.00 7.20 7.40 7.60
31 51 m/z 66.10 37.78%
0"'|”lﬁﬁh"'|J”J|“"|“"l“ [ L L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
R UL UL LR
7.00 7.20 7.40 7.60
5000 97 m/z 134.00 34.25%
70
31
Unas |"L'|4f'H'l“"'Jlég"‘l"}%ﬁ' N B R SR SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- A e R e
132 7.00 7.20 7.40 7.60
m/z 69.10 25.48%
5000
15 2839 52 O 77 90 104y |
m/z--> 20 40 60 80 100 120 140 160 180 200 700 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.26 2.17 ng 126728 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 2087 (15.262 min): BM020118.D (-2081) (-) m/z 57.05 100.00%

g7 7

43
5000
913157141 157180 207 226 15.00 15.20 15.40 15.60
0...,....'; ! m/z 71.10 92.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73964: Hexadecane
43 57
71
5000
29 15.00 15.20 15.40 15.60
m/z 43.05 62.52%
o JJ 99 113127141155 169183
RRNREERE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane
57
43 | 7 A
15.00 15.20 15.40 15.60
5000 m/z 85.05 61.81%

99
113127141155169183197

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55007: Tetradecane

57 15.00 15.20 15.40 15.60
43 - m/z 40.95 44 . 72%
5000 85
29

oL 15 [ ‘ L | %9113127141155169 1?8

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.13 2.95 ng 211416 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 83

Abundance Scan 2234 (16.127 min): BM020118.D (-2229) (-) m/z 57.05 100.00%

g7 71

5000

15.80 16.00 16.20 16.40
m/z 71.10 89.14%

99
113 127139 155 169 184 198
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55007: Tetradecane

5000

15.80 16.00 16.20 16.40
m/z 85.05 59.19%

99 113127 141 155 169~ 198

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45541: Tridecane
43 57
71 15.80 16.00 16.20 16.40
5000 m/z 43.05 58.66%
99
|15 Ll ) s 127 101355 184
IR o o o e A ES e m s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73963: Hexadecane i e R e
57 15.80 16.00 16.20 16.40
43 m/z 41.10 33.67%
71
5000 85
o | L Lo 18127 141 155 169 183 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.06 5.66 ng 405003 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 43
Abundance Scan 2563 (18.062 min): BM020118.D (-2556) (-) m/z 73.10 100.00%
5000 L
13 R R
143 157171185 1 o9 256 1780 18,00 1820 18.40
o} m/z 60.00 66.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
48
60 .4
5000 L BULRLLE BURN SUL BAUS
ﬂmmmmmmm
m/z 55.05 57.99%
. | | | “ It %91}151291431571711851992132272422?6
m/z--> 25 Jo 80 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid
60 78
43 | 17.80 18.00 18.20 18140
5000 m/z 41.10 57.43%
129
; 185 228
01115 | 1435171
0 “ ‘\ " ‘ H“ IT }III\I\‘I |“|‘|||‘||fl-|5|7|||| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid e B R e
60 73 17.80 18.00 18.20 18.40
43 m/z 43.05 53.23%
129
5000 -
143 157 214
0 |.‘l..‘i‘.‘..”l“l‘.‘l‘.‘.l W e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.34 2.39 ng 194774 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
Abundance Scan 2780 (19.339 min): BM020118.D (-2775) (-) m/z 73.00 100.00%
19,00 19.20 19.40 19.60
0! m/z 60.00 75.08%
m/z--> 50 100 150 200 250 300 350
Abundance #108839: Octadecanoic acid
43 73
5000
129 284 19.00 19.20 19.40 19.60
97 m/z 69.00 66.76%
185 241
04 ]ull N L 15.7 | l Il 2:!-3| l 1266
m/z--> 50 100 1%0 260 250 300 3éo
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43
73 19,00 19.20 19.40 19.60
5000 284 m/z 43.05 66.72%
129
185
. ‘m L P A M | s s
m/z--> 56 1 0 150 260 250 300 3éo
Abundance #83686: Pentadecanoic acid R B
43 78 19.00 19.20 19.40 19.60
m/z 57.10 60.13%
5000 129
199 242
157
0! . il\ml‘ P'8¢)‘ .“ — R e
m/z--> 50 Jm BO 2m 250 300 350 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Bromoacetic acid, octadecyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.06 5.76 ng 468275 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 87
2 Cvclotetracosane 336 C24H48 000297-03-0 74
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 74
4 1-Heptadecanol 256 C17H360 001454-85-9 72
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 72
Abundance Scan 3073 (21.062 min): BM020118.D (-3068) (-) m/z 57.10 100.00%
5000 11
USRI BN BRI B
3 139 168 196 281 20.80 21.00 21.20 21.40
o Ao 108 196 203 250 AR 328 3%5 s 60.10  87.04%
m/z--> 50 100 150 200 250 300 350
Abundance #154046: Bromoacetic acid, octadecyl ester
69
97
5000 L UL BN SULILILE B
20.80 21.00 21.20 21.40
121139 m/z 83.10 82.33%
0‘ |Il Il 18.1 224 2?0 297
m/z--> 50 100 150 200 250 300 350
Abundance #135652: Cyclotetracosane
43
83
20.80 21.00 21.20 21.40
5000 m/z 71.10 80.55%
111
026, J‘ei ‘ | ‘ 1\1?9 (167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)- A L B R B e S
57 20.80 21.00 21.20 21.40
83 m/z 43.05 78 .59%
5000
29 111
o ‘ J139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-lodo-2-methylundecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.94 3.63 ng 295192 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 80
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 80
3 Nonacosane 408 C29H60 000630-03-5 64
4 Eicosane 282 C20H42 000112-95-8 59
5 Heptacosane 380 C27H56 000593-49-7 58

Abundance Scan 3222 (21.939 min): BM020118.D (-3218) (-) m/z 57.10 100.00%
57
85
5000
155 183505225 281 304 21.60 21.80 22.00 22.20
oLk, 3 2005024 393 m/z 71.05 97.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #114973: 1-lodo-2-methylundecane
57
5000 AR AR AR SRS
85 21'60 21.80 22.00 22.20
29 m/z 85.05 65.61%
o | ) 18 189 op 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #99487: Octadecane, 2-methyl-
57
21.60 21.80 22.00 22,20
5000 85 m/z 43.10 65.03%
29
0 u‘ 1 J JJ 1}3 | 141 169 197 2125 253
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #158131: Nonacosane  REE B
57 21.60 21.80 22.00 22.20
m/z 69.10 29.69%
5000 85
L2 | | ”113_141 169 197 225 253 281 309 337 365 408
m/z--> 50 100 ﬁo ﬁo 250 300 350 400 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.41 2.76 ng 224773 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Nonacosane 408 C29H60 000630-03-5 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 3302 (22.409 min): BM020118.D (-3298) (-) m/z 57.10 100.00%
57
141 162183 207 281 22. oo 22. 20 22. 40 22. 60 22. 80
Y & 231292 77302 34 m/z 71.10 94.68%
m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane
57
5000 85 BB DA
22. oo 22. 20 22. 40 22. 60 22. 80
m/z 85.10 62.50%
Lol LM e 0 1er 228
m/z--> 55 160 1éo 260 2%0 300 3%0 '
Abundance #115570: Heneicosane
57
o 22.00 22,20 22.40 22.60 22.80
5000 m/z 43.10 49 .36%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #155178: Octacosane B BEE e e
57 22.00 22.20 22.40 22.60 22.80
m/z 69.10 24 _.67%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2%0 360 3%0 ' 22. oo 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.93 4.16 ng 366682 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Eicosane 282 C20H42 000112-95-8 81
4 Heptadecane 240 C17H36 000629-78-7 80
5 Nonacosane 408 C29H60 000630-03-5 80

Abundance Scan 3391 (22.933 min): BM020118.D (-3386) (-) m/z 57.05 100.00%

57
5000

99 R R R o e e
141 197 247281 326 22.60 22.80 23.00 23.20
GRS B ¥ 1 U 150 G0V . m/z 71.10 90.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
5000 85 LA L L L L LB LB |
22.60 22.80 23.00 23.20
m/z 85.10 60.25%
o | 127 160 225 295 337
BEA e e e e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
5[7
T T T T T
22.60 22.80 23.00 23.20
5000 m/z 43.05 55.81%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

ERE

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107652: Eicosane B T B R T
517 22.60 22.80 23.00 23.20
m/z 55.05 26.20%
- /\NMV\A/\W
o %9 141 282
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22. 60 22. 80 23. OO 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.51 3.11 ng 274172 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexatriacontane 507 C36H74 000630-06-8 90
5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 3489 (23.509 min): BM020118.D (-3485) (-) m/z 57.10 100.00%
57
85
5000
NSNS IR
113 141 208 521 253 23.20 23.40 23.60 23.80
oL 169 231 282 328 369 415 7y 71.10 a4 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
57
5000 NSRS SRR
85 23.20 23.40 23.60 23.80
29 m/z 85.10 60.55%
oLl b g4 113,241 169 282
m/z--> éo 160 1éo 260 2éo 360 3éo 460
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
48
71 23.20 23.40 23.60 23.80 |
5000 m/z 43.10 59.73%
‘ 1 9 157
oL L L Jly 07 195 183 225 253 295 337
L S WU UL WAL IR WAL SR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane e A RERRE AL
57 23.20 23.40 23.60 23.80
m/z 55.10 25.00%
5000 1 W«Mm/\mwm
29
ol L) (113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2éo 360 3éo 460 23&0 2§4o 23%0 2580
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020118.D

Aca On : 03 May 2019 18:52

Operator : JU/SJ

Sample = K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .17 3.47 ng 305439 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Docosane 310 C22H46 000629-97-0 87
4 Methoxvacetic acid. 4-hexadecvl ... 314 C19H3803 1000282-99-0 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 3601 (24.168 min): BM020118.D (-3597) (-) m/z 57.10 100.00%

:

5000
141,207 23.80 24.00 24.20 24.40
175491239 293 355 429
Ol iph -..J|,.1.J.L4,‘.=..,....,.... e e m/z 71.05 99.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107651: Eicosane
5000 LA L L L L L L I

23.80 24.00 24.20 24.40
m/z 85.05 66.25%

141 183 225 282

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172957: Tetratetracontane
517
AUV AREE R
23.80 24.00 24.20 24.40
5000 m/z 43.10 60-36%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

EE

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123095: Docosane L e R
517 23.80 24.00 24.20 24.40
m/z 69.10 28.84%
5000

i

99
26| | |||, 141 183 225 267 310

e -

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24. OO 24 20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM050319\
Data File : BM020118.D

Acq On : 03 May 2019 18:52

Operator : JU/SJ

Sample - K2668-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.01 3.1 ng 115242 1 7.79 736293 20.0
unknown7 .32 7.32 131.2 ng 4828950 1 7.79 736293 20.0
Hexadecane 15.26 2.2 ng 126728 3 14.43 1169770 20.0
Tetradecane 16.13 3.0 ng 211416 4 17.17 1431740 20.0
n-Hexadecanoic acid 18.06 5.7 ng 405003 4 17.17 1431740 20.0
Octadecanoic acid 19.34 2.4 ng 194774 5 21.36 1626870 20.0
Bromoacetic acid,... 21.06 5.8 ng 468275 5 21.36 1626870 20.0
1-1odo-2-methylun... 21.94 3.6 ng 295192 5 21.36 1626870 20.0
Nonacosane 22.41 2.8 ng 224773 5 21.36 1626870 20.0
Heneicosane, 11-(... 22.93 4.2 ng 366682 6 23.64 1761750 20.0
Eicosane 23.51 3.1 ng 274172 6 23.64 1761750 20.0
Tetratetracontane 24 _17 3.5 ng 305439 6 23.64 1761750 20.0
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