LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM031419\

Data File : BM019169.D

Aca On : 14 Mar 2019 15:03 Instrument :
Operator : JU/SJ BNA_M
Sample - K1866-01 ClientSampleld :
Misc - MR-MH-04-COMP
ALS Vial : 9 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-BM031119.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.258 379 386 404 rBVY 4317971 6423288 37.03% 6.810%
2 6.840 647 655 674 rBY 4780064 7840819 45.20% 8.313%
3 7.193 708 715 735 rBVY 4764674 7494455 43.20% 7.946%
4 7.657 787 794 803 rBV 738439 1194834 6.89% 1.267%
5 7.969 840 847 861 rBVY 3124372 4981980 28.72% 5.282%
6 8.828 985 993 1012 rBY 2485764 4398423 25.36% 4.663%
7 10.440 1260 1267 1281 rBV 954808 1710349 9.86% 1.813%
8 12.922 1682 1689 1711 rBV 7322181 10807213 62.30% 11.458%
9 13.186 1729 1734 1742 rVB 181332 296958 1.71% 0.315%
10 13.775 1829 1834 1845 rBvV 377885 605521 3.49% 0.642%

11 14.310 1918 1925 1944 rBV2 1709427 2645103 15.25% 2.804%
12 15.810 2173 2180 2199 rBV 6983464 10011089 57.71% 10.614%
13 17.063 2387 2393 2406 rBV 2297354 3414570 19.68% 3.620%
14 17.957 2539 2545 2561 rBV 830783 1375122 7.93% 1.458%
15 18.816 2686 2691 2698 rBV 938906 1314144 7.58% 1.393%

16 19.139 2741 2746 2750 rVB2 197462 265146 1.53% 0.281%
17 19.245 2759 2764 2771 rBV 260635 449137 2.59% 0.476%
18 19.704 2836 2842 2850 rBV 14456802 17346323 100.00% 18.390%
19 19.998 2889 2892 2897 rVB 214333 248821 1.43% 0.264%
20 20.498 2973 2977 2981 rBV2 237742 268397 1.55% 0.285%

21 20.962 3052 3056 3068 rVB 1051325 1354380 7.81% 1.436%
22 21.262 3102 3107 3119 rVB 3022032 3855464 22.23% 4.088%
23 21.398 3126 3130 3137 rBV 353237 403435 2.33% 0.428%
24 21.827 3199 3203 3210 rBV 423616 536048 3.09% 0.568%
25 22.286 3277 3281 3288 rBV2 427412 591640 3.41% 0.627%

26 22.786 3362 3366 3371 rBV 337420 465200 2.68% 0.493%
27 23.351 3458 3462 3467 rVB 279417 443454 2.56% 0.470%

28 23.498 3480 3487 3501 rBV 1712727 3228004 18.61% 3.422%
29 23.992 3567 3571 3579 rVB 201867 352961 2.03% 0.374%

Sum of corrected areas: 94322278
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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: BM019169.D
1.4e+07

1.2e+07
1e+07
8000000

6000000
6.84 7.19

4000000

8.83

2000000
7.66 10.44

T e £ e £ L

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: BM019169.D
1.4e+07 19,70

1.2e+07

1e+07
8000000 12.92 15.81
6000000

4000000
17.06

2000000 14.31
17.96 18.82
Ll&lg 1%37 | la9e4 20.00 205

A
L

£ . Bhms o o el

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: BM019169.D
1.4e+07

1.2e+07

1le+07
8000000
6000000

4000000 21.96

23.50

2000000
1.40 21.83 2229 22.79 233& 23.99
Y N VSRS W\ N A

20.96

O o = = S ———

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\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 unknown7.19 Concentration Rank 1

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

7.19 125.45 ng 7494460 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 715 (7.193 min): BM019169.D (-708) (-) m/z 132.00 100.00%
32
5000 68

6.80 7.00 7.20 7.40 7.60

0 ek || m/z 68.05  49.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 ll/l\lllllllllllllllllllll
6.80 7.00 7.20 7.40 7.60
33 44 o 105 m/z 134.00 33.04%
o 60 0 115
L IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132
e
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 31.59%
92
65 05
0 27 3 5\-} A 7\\7 | 117 “
e et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 20.27%
5000 6
41 53 97 117
L
I R0 N T 2 N —
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 3 2-Propenal, 3-(2,2,6-trimet... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.19 2.25 ng 296958 Acenaphthene-d10 14_.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal. 3-(2.2.6-trimethvl-7_._.. 194 C12H1802 055759-91-6 64
2 Acetaminophen 151 C8H9NO2 000103-90-2 58
3 Metacetamol 151 C8H9NO2 000621-42-1 58
4 m-Isopropoxvaniline 151 C9H13NO 041406-00-2 53
5 2,4-Heptadienal, 2,4-dimethyl- 138 C9H140 042452-48-2 43

Abundance Scan 1735 (13.192 min)d:) BM019169.D (-1729) (-) m/z 109.10 100.00%
109
151
5000
s7 % & 12:80 13.00 13.20 13.40 13.60
123 137 169 : : : : :
o Lol 2 CE 207 sz 43.00 0 92.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51878: 2-Propenal, 3-(2,2, 6&;rimethyl—?—oxabicycl0[4. 1.0]...
109
5000 43 151 SARAUARUARAUABL A
12/80 13.00 13.20 13.40 13.60
55 81 121 m/z 151.10 58.04%
| 69 95 179
o ”||||II”||”|I|II e L
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #23673: Acetaminophen
109
12:80 13.00 13.20 13.40 13.60
5000 151 m/z 41.10 26.40%
43 30
ol 15 27 | 5465 | 91 | 122135
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23671: Metacetamol
109 12.80 13.00 13.20 13.40 13.60
m/z 69.10 19.69%
5000 151
43
80
15 27 | 5465 | 91 | 122135
m/z--> 20 40 60 80 100 120 140 160 180 200 12/80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 n-Hexadecanoic acid Concentration Rank 3

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

17.96 8.05 ng 1375120 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Dodecane 170 C12H26 000112-40-3 18

5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 18

Abundance Scan 2546 (17.963 min): BM019169.D (-2539) (-) m/z 73.00 100.00%

73
60
43
5000
129
213

5000

0
m/z-->

60
43
29

20 40 60

143157 214

80 100 120 140 160 180 200 220 240 260 280

Abundance

5000

43 60 73

m/z-->

hi

20 40 60

#83686: Pentadecanoic acid

129

80 100 120 140 160 180 200 220 240 260 280

17.60 17.80 18.00 18.20

97 L L e e
| ﬂ 115 | 143157171185 09 | op7 256 - 17.60 17.80 18.00 18.20
O -l m/z 60.00 70.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 go 73
5000 29 LA L L L N LB B
17.60 17.80 18.00 18.20
129 256 m/z 43.10 53.86%
97 115 213
o 143157171185199° 7227
III.I T I III
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid

m/z

17.60 17.80 18.00 18.20

55.05

53.22%

m/z

17.60 17.80 18.00 18.20

57.10

51.72%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 3-Hexadecene, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.82 7.70 ng 1314140 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexadecene. (2)- 224 C16H32 034303-81-6 95
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91
Abundance Scan 2692 (18.821 min): BM019169.D (-2686) (-) m/z 69.10 100.00%
55 69
41
5000
SN LSS
140 18.60 18.80 19.00 19.20
o 154168182196 224 252267281 m/z 83.10 98.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72493: 3-Hexadecene, (2)-
5000
18.60 18.80 19.00 19.20
m/z 55.10 88.37%
2 125
o 139154168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100813: 1-Octadecanol
43 57

97

18.60 18.80 19.00 19.20
m/z 97.10 76.78%

5000
29
125
0 J\‘M ‘ 11153 163182196p1024 252
BRERRR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)-
43 57 83 18.60 18.80 19.00 19.20

o7 m/z 57.05 75.16%

5000
29

12

5
I 139153168182196210224 252 280
it e B i R o At

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.24 2.33 ng 449137 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2763 (19.239 min): BM019169.D (-2759) (-) m/z 73.00 100.00%
" 10.00 19.20 19.40 19.60
0 m/z 60.00 74 .52%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/8 73
5000 129
19.00 19.20 19.40 19.60
97 185 o 2B m/z 43.05  66.45%
oL15 Lty | e | e |
m/z--> 50 100 1éo 260 2%0 300 3éo
Abundance #83686: Pentadecanoic acid
43 73
" 19.00 19.20 19.40 19.60
5000 129 m/z 57.10 61.40%
199 242
157
0..‘..|’ ‘HI““L\I. p'8¢)‘ .‘|....|....|...
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester B e et
ile] 19.00 19.20 19.40 19.60
m/z 55.10 52.38%
73
5000 284
129
185
oL “Hm‘\”‘ T LR s | s am
m/z--> 50 100 150 200 250 300 350 19. 00 19 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 3-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.96 7.03 ng 1354380 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene. (E)- 252 C18H36 007206-19-1 93
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 76
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 76
5 Cyclotetradecane 196 C14H28 000295-17-0 64
Abundance Scan 3056 (20.962 min): BM019169.D (-3052) (-) m/z 57.10 100.00%

57
83
5000

M llll
20 60 20.80 21.00 21.20
1 139 168

N IT°.168 195 224 250 280 327 355 401429 “n7o 71 05  76.68%

m/z--> 50 100 150 200 250 300 350 400
Abundance #89787: 3-Octadecene, (E)-
41 || 69
_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_r

5000
20.60 20.80 21.00 21.20

m/z 43.10 72.45%
o l N ,154 182 224 252
—rr—teph } T T T T T
m/z--> 50 150 200 250 300 350 400
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl'

83 20.60 20.80 21.00 21.20
5000 m/z 83.10 70.47%

29 111
196
0 139 168 227 Heg
m/z--> 50 100 150 200 250 300 350 400
Abundance . i i L L L L B B BB R B

#164553: Heptafluorobutanoic acid, heptadecyl ester
57 20.60 20.80 21.00 21.20
m/z 69.10 68.86%

83
5000
11
29

m/z--> 50 100 150 200 250 300 350 400 20 60 20 80 21. 00 21 20

8270-BM031119.M Fri Mar 15 17:45:32 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane, 2-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.40 2.09 ng 403435 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 3130 (21.398 min): BM019169.D (-3126) (-) m/z 57.10 100.00%
57
85
5000
155 21.00 21.20 21.40 21.60 21.80
ol b 1| | 133 S83207 238 281 328 3% 402 | nsn 71.10  88.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #99487: Octadecane, 2-methyl-
g7
5000
21.00 21.20 21.40 21.60 21.80
m/z 85.10 60.40%
) 29 113 141 169 197 225 o3
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
g7
21.00 21.20 21.40 21.60 21.80
5000 85 m/z 43.05 58.63%
29
oL Ll PR e "0 omoome a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane L L B B B B
57 21.00 21.20 21.40 21.60 21.80

m/z 41.10 22 .79%

5000
85
29| 1 113 141
oL I 169 197 225 253 281 323 351 380

m/z--> 50 100 150 200 250 300 350 400 21. OO 21 20 21. 40 21. 60 21. 80

8270-BM031119.M Fri Mar 15 17:45:33 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Docosane, 5-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.83 2.78 ng 536048 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
2 Docosane. 5-butvl- 366 C26H54 055282-16-1 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane 226 C16H34 000544-76-3 83
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 3203 (21.827 min): BM019169.D (-3199) (-) m/z 57.10 100.00%
57
85
5000
13 21.60 21.80 22.00 22.20
141 207
Ob A b AL 77208 S0F 253281 324355 430 475 849 | Tnzu 7110 89.34%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99487: Octadecane, 2-methyl-
57
5000 85
21.60 21.80 22.00 22.20
29 m/z 85.10 62.36%
o1 f}314116919722 253
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #147094: Docosane, 5-butyl-
43
71 21.60 21.80 22.00 22.20
5000 m/z 43.10 59.67%
126
99 309
0 . l 155183211239 280 | 337364
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82606: Heptadecane T T T
21.60 21.80 22.00 22.20
m/z 55.05 24 .53%
5000

13141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 60 21. 80 22. 00 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.29 3.07 ng 591640 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Nonacosane 408 C29H60 000630-03-5 86
Abundance Scan 3282 (22.292 min): BM019169.D (-3277) (-) m/z 57.10 100.00%
57
85
5000
113
141 169 211 281 22.00 22.20 22.40 22.60
0 ....,..f.“.l. b aS Ty (827857 415 489 | Tn/z 71.10  85.44%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #55010: Tetradecane

5000
22.00 22.20 22.40 22.60

m/z 85.10 59.13%

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
5
85 22.00 22.20 22.40 22.60
5000 m/z 43.10 58.18%
29 113
o | 71" 141160 197 225 253 296
— T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- ST T T
43 22.00 22.20 22.40 22.60
m/z 55.10 31.07%
71
5000

99
127155183 225753 295 337

- B N -

m/z--> 0 50 100 150 200 250 300 350 400 450 22. OO 22 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.79 2.88 ng 465200 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 90
4 Docosane 310 C22H46 000629-97-0 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 3367 (22.792 min): BM019169.D (-3362) (-) m/z 57.10 100.00%

57
85
5000

_rl_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—rl_r
13
141169197225 341 22.40 22.60 22.80 23.00 23.20
O b d A LR 220 207296 300 387 430461 %49 1 Thsz o 71.10 96.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85
22.40 22.60 22.80 23.00 23.20
m/z 85.05 66.62%
113
0 [17141 183211239267296
L o e e e B AR E e e R R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane
5
_rl_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—rl_r
85 22.40 22.60 22.80 23.00 23.20
5000 m/z 43.05 57.67%
29 13
oL | 141169197225253 296
e e L m E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107657: Hexadecane, 5-butyl- e N B RS E e
43 22.40 22.60 22.80 23.00 23.20
71 m/z 55.05 24 _31%
5000
99 126 225
0 | 155183 | 253282
o o o e e L B o B e R e R e R e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22. 60 22. 80 23 00 23. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.35 2.75 ng 443454 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3462 (23.351 min): BM019169.D (-3458) (-) m/z 57.10 100.00%
g7
85
5000
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—r
| {10191 19301951081 326385 387416 461 549 23.00 23.20 23.40 23.60
O o B R B e e R m/z 71.10 91.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
23.00 23.20 23.40 23.60
m/z 85.10 57.73%
99 27
o s 155133 225253 295 337
m/z--> 50 160 1éo 200 250 300 350 400 450 500 550
Abundance #115577: Pentadecane, 8-hexyl-
43
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—r
71 23.00 23.20 23.40 23.60
5000 m/z 43.10 53.81%
99 196
ol 127155 | 295250080
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123100: Pentadecane, 8-heptyl- S LB BT e
57 23.00 23.20 23.40 23.60
m/z 55.05 22 .06%
- T M’%/L/M
0 | 13141969 210536566 309
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2300 23.20 23140 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM031419\
Data File : BM019169.D

Aca On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

23.99 2.19 ng 352961 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 3571 (23.992 min): BM019169.D (-3567) (-) m/z 57.10 100.00%

23.60 23.80 24.00 24.20 24.40
m/z 71.10 89.40%

141169196225 268296 341371402430 489 535

0!

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115581: Heptadecane, 2,6,10,15-tetramethy!-
57
5000 85 [Trrr[rrrrprrrrprrrrrT
23.60 23.80 24.00 24.20 24.40
m/z 85.10 60.18%
113
0 [ 141 183211239267296
L i e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164415: Docosane, 11-decyl-
57
T A T T
23.60 23.80 24.00 24.20 24.40
5000 85 m/z 43.10 47 .92%
13
b [172141169197225 253280 309336364302
L e B e e R Ema
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123100: Pentadecane, 8-heptyl- R I e o o o A

23.60 23.80 24.00 24.20 24.40
m/z 55.00 21.08%

5000

-

13 210
141169 239266 309
i
m/z--> 50 100 150 200 250 300 350 400 450 500 23.60 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM031419\
Data File : BM019169.D

Acq On : 14 Mar 2019 15:03

Operator : JU/SJ

Sample - K1866-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.M
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]
unknown7 .19 7.19 125.5 ng 7494460 1 7.66 1194830 20.0
2-Propenal, 3-(2,... 13.19 2.3 ng 296958 3 14.31 2645100 20.0
n-Hexadecanoic acid 17.96 8.1 ng 1375120 4 17.06 3414570 20.0
3-Hexadecene, (Z2)- 18.82 7.7 ng 1314140 4 17.06 3414570 20.0
Octadecanoic acid 19.24 2.3 ng 449137 5 21.26 3855460 20.0
3-Octadecene, (E)- 20.96 7.0 ng 1354380 5 21.26 3855460 20.0
Octadecane, 2-met... 21.40 2.1 ng 403435 5 21.26 3855460 20.0
Docosane, 5-butyl- 21.83 2.8 ng 536048 5 21.26 3855460 20.0
Tetradecane 22.29 3.1 ng 591640 5 21.26 3855460 20.0
Heptadecane, 2,6,... 22.79 2.9 ng 465200 6 23.50 3228000 20.0
Heneicosane, 11-(... 23.35 2.8 ng 443454 6 23.50 3228000 20.0
Heptadecane, 2,6,... 23.99 2.2 ng 352961 6 23.50 3228000 20.0
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