LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 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-BM010919 .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 4.898 303 308 317 rVB 215411 304398 2.20% 0.246%
2 5.351 379 385 398 rBVY 5214061 7440835 53.89% 6.011%
3 6.934 647 654 668 rBY 5118985 8223712 59.56% 6.643%
4 7.298 708 716 725 rBVY 5387168 8631060 62.51% 6.972%
5 7.763 787 795 802 rBVY 2005590 3216043 23.29% 2.598%
6 8.081 841 849 857 rVB 3808671 6037747 43.73% 4_.877%
7 8.928 984 993 1005 rBY 2975456 4969773 36.00% 4.015%
8 10.551 1262 1269 1277 rVB 2624787 4363140 31.60% 3.525%
9 13.021 1682 1689 1698 rBVY 6707091 9981940 72.30% 8.064%
10 13.868 1827 1833 1839 rBvV 426091 639506 4.63% 0.517%

11 14.410 1918 1925 1933 rVB2 3684244 5731984 41.52% 4._.630%
12 15.651 2132 2136 2144 rVB2 135706 219641 1.59% 0.177%
13 15.898 2172 2178 2186 rBV 5864842 8468348 61.34% 6.841%
14 16.127 2211 2217 2223 rBV 483018 814151 5.90% 0.658%
15 16.951 2352 2357 2368 rVB 849726 1409810 10.21% 1.139%

16 17.156 2386 2392 2397 rBV2 4885957 6950330 50.34% 5.615%
17 17.562 2457 2461 2467 rBvV2 310043 488587 3.54% 0.395%
18 17.821 2501 2505 2510 rVB 846216 976658 7.07% 0.789%
19 18.050 2539 2544 2555 rBV 2860322 4573336 33.12% 3.694%
20 18.968 2696 2700 2703 rBV 2379154 2800744 20.29% 2.263%

21 19.003 2703 2706 2711 rVB2 2637229 3018862 21.87% 2.439%
22 19.139 2725 2729 2734 rBV2 623714 903195 6.54% 0.730%
23 19.333 2758 2762 2773 rBV 3634343 5712904 41.38% 4.615%
24 19.792 2835 2840 2847 rVB 11455840 13806615 100.00% 11.153%
25 21.056 3052 3055 3063 rVB 1186401 1534248 11.11% 1.239%

26 21.356 3101 3106 3110 rVB 5253089 6762377 48.98% 5.463%
27 23.638 3488 3494 3503 rVB 2974584 5809220 42.08% 4.693%

Sum of corrected areas: 123789164
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM010919\
Data File : BM0O18477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.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: BM018477.D
1.2e+07

le+07

8000000

6000000 535 6.93 7.30

4000000 8.08
8.93 10.55
2000000 7.76
4.90
0 A ,

T T T T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018477.D

19.79
1.2e+07

1e+07
8000000
13.02

6000000 1580 17.16

4000000 14.41

2000000

LA A

13.87 15.65
O o e IR B o o e o e B B e e e o B e e e NS e s e e o o LA e o

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018477.D

1.2e+07

le+07

8000000
21.36

6000000

23.64
4000000
21.06

2000000

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 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\BM010919\
Data File : BM018477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 unknown7.30 Concentration Rank 1

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

7.30 53.68 ng 8631060 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 716 (7.298 min): BM018477.D (-708) (-) m/z 132.00 100.00%
5000 68
© 54 |l g %Piosysy - 700 720 7.40 7.60
bl gl 8L A0 208 0 h/z 68.10 35.87%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR R AR B

7.00 7.20 7.40 7.60
m/z 134.00 32.68%

31 51
o..|.."-,!.".,.!'.-j?....,.-...,.. S

m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal

32

e
7.00 7.20 7.40 7.60
5000 67 m/z 66.10 24.59%
41 97
Wi o,
79
ol sl por L

m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine  E mmam ey mE s S

132 7.00 7.20 7.40 7.60

m/z 69.05 15.67%
5000
33 44 o 105
60 ‘

m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 3 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.13 2.34 ng 814151 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
2 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 76
3 Tridecane 184 C13H28 000629-50-5 72
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 72
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 2217 (16.127 min): BM018477.D (-2211) (-) m/z 57.10 100.00%
g7
5000 " 85 f\gﬁw,,v,_xﬁmj\~Mnh-/*/kv~
13 183 15.80 16.00 16.20 16.40
141 16 : : : :
Olrrrprrrrdlir ,.J..,'....',..!I. oo ) 204221 204 330 o770 84,40
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115581: Heptadecane, 2,6,10,15-tetramethy!-
g7
5000 85 AR LU LR AR
15.80 16.00 16.20 16.40
4 m/z 43.10 72.66%
0 Il 1}3 (141 183 211 239 267 296
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320
Abundance #36179: Decane, 3,7-dimethyl-
43
& LN R BN A
15.80 16.00 16.20 16.40
5000 m/z 85.10 35.96%
m/z--> 20 Jo 60 85 160 120 140 160 180 200 220 240 260 280 300 320
Abundance #45543: Tridecane LA L L B L BN |
57 15.80 16.00 16.20 16.40
m/z 41.05 34.13%
- 4 1 WLMW
JLis L] 1%2 14 184
m/z--> 20 4'0 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.95 4_.06 ng 1409810 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
3 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 87
4 Tridecane 184 C13H28 000629-50-5 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
Abundance Scan 2357 (16.951 min): BM018477.D (-2352) (-) m/z 57.10 100.00%
57
85
50001 , V/&vﬁﬁ,wﬂ,~vﬁ/\-MJ\A~V,N~¢
13 83 16.60 16.80 17.00 17.20
141 1 . . ) )
bbb b e 0 360 10203 224 26 267 a1 T G g oy,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #55009: Tetradecane
g7
5000 UL L SUNLRE B
16.60 16.80 17.00 17 20
29 m/z 43.10 64 .94%
0 113 141 169 198
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57
16.60 16.80 17.00 17.20
5000 o m/z 85.10 48.85%
29 113
o |} I L) oy 141 167183 211 253 282
mz—> 20 45 60 éo 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #36179: Decane, 3,7-dimethyl- e B
43 16.60 16.80 17.00 17.20
71 m/z 41.10 37.84%
o Wﬂ[\\w
0l28 | | | | 99 127 155171
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Hexadecanoic acid, methyl e... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.82 2.81 ng 976658 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 2505 (17.821 min): BM018477.D (-2501) (-) m/z 74.00 100.00%
7%
5000 43
1760 17.80 18.00 18.20
0 m/z 87.00 77 .58%
m/z--> 50 100 150 200 250 300 350
Abundance #100704: Hexadecanoic acid, methyl ester
74
5000 43
17.60 17.80 18.00 18.20
m/z 43.10 36.14%
0‘
m/z--> 50 100 150 200 250 300 350
Abundance #75097: Tridecanoic acid, methyl ester
74
1760 17.80 18.00 18.20
5000 m/z 41.10 31.02%
43
143
AT RS ST N
m/z--> 50 100 150 200 250 300 350
Abundance #100724: Pentadecanoic acid, 14-methyl-, methyl ester  EmE mEE e s
74 17.60 17.80 18.00 18.20
m/z 55.10 30.54%
5000 43 270
143 297
97
o ,“.L\J”.ﬂ‘%;?ﬂ I‘I1§% %??%0§ .L U S I
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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.

18.05 13.16 ng 4573340 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 59

Abundance Scan 2544 (18.050 min): BM018477.D (-2539) (-) m/z 73.00 100.00%

43 7

5000
213

i

256 17.80 18.00 18.20 18.40
m/z 43.10 88.61%

157 185

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid

B
@
~
®

5000 LA B L L L L L L
17.80 18.00 18.20 18.40
213 m/z 60.00 81.35%
157 185
0! 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #65565: Tridecanoic acid
73
43 T T T
17.80 18.00 18.20 18.40
5000 129 m/z 41.10 80.80%

-

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75072: Tetradecanoic acid L B e e AR
73 17.80 18.00 18.20 18.40
43 m/z 55.10 73.28%
- 1 WJ\_AJL\W
0 2
I~ IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40

8270-BM010919.M Thu Jan 10 16:42:44 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 8,11-Octadecadienoic acid, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.97 8.06 ng 2800740 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 2700 (18.968 min): BM018477.D (-2696) (-) m/z 67.10 100.00%
67
41 95
5000
123 150 U SN SUURRE
178 220 263 18.60 18.80 19.00 19.20
ol o, | 05195 220 242 707 294 856 s g1 10 86.10%
m/z--> 50 100 150 200 250 300 350
Abundance #114376: 8,11-Octadecadienoic acid, methyl ester
67
41 95
5000 AR LR AR B
18.60 18.80 19.00 19.20
124 150 o3 294 m/z 55.10 65.69%
o ALd g o {P106 20237 T |
m/z--> 50 100 150 200 250 300 350
Abundance #114395: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
4 G
18.60 18.80 19.00 19.20
5000 95 m/z 41.10 63.72%
294
m/z--> 50 100 150 200 250 300 350
Abundance #114374: 9,12-Octadecadienoic acid, methy! ester L B o e
67 18.60 18.80 19.00 19.20
41 m/z 95.10 58.01%
95
5000
123 150
oL, \‘, b ,xlklk‘m,.n, Ll 23 28 MM S
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.00 8.69 ng 3018860 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 98
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98

Abundance Scan 2705 (18.997 min): BM018477.D (-2703) (-) m/z 55.10 100.00%

5000

:

137, 180 222 264 206 18.60 18.80 19.00 19.20 19.40
ol 316 m/z 41.10 81.30%
mz--> 50 100 150 200 250 300 350 400
Abundance #115452: 9-Octadecenoic acid (2)-, methyl ester

a

18,60 18.80 19.00 19.20 19.40
m/z 69.10 66 .65%

5000

0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #115447: 11-Octadecenoic acid, methyl ester
56
A B o
18.60 18.80 19.00 19.20 19.40
5000 83 m/z 74.10 58.06%
264
29 110
| ’ J | (138,180 222 26
0 .M‘.,L-.H Al 459, |, 200 A.%4f. S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #115442: 12-Octadecenoic acid, methyl ester
56 18.60 18.80 19.00 19.20 19.40
m/z 43.10 56.91%
5000 83
29 264
222
296
0 ‘ J ,“.' M b NIV e st adi
m/z--> 50 150 200 250 300 350 400 18. 60 18. 80 19. OO 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Heptadecanoic acid, 15-meth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.14 2.60 ng 903195 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 89
2 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 87
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 70
4 Heptadecanoic acid. 10-methvl-., ... 298 C19H3802 002490-25-7 55
5 Heptadecanoic acid, 14-methyl-, ... 298 C19H3802 057274-45-0 49
Abundance Scan 2729 (19.139 min): BM018477.D (-2725) (-) m/z 74.05 100.00%
43 T4
226
5000
1 255
208 18.80 19.00 19.20 19.40
o Aoyl Tl s s 10T 86, 45%
m/z--> 50 100 150 200 250 300
Abundance #116687: Heptadecanoic acid, 15-methyl-, methyl ester
74
5000 57 AR AR IR AR
18.80 19.00 19.20 19.40
- m/z 57.10 82.69%
0‘
m/z--> 50 100 150 200 250 300
Abundance #116666: Octadecanoic acid, methyl ester
74
18:80 19.00 19.20 19.40
5000 m/z 87.10 72 .89%
43
143 208
97 199 255
ol15 4 j ,h.h’ L, \\%4? A 2er | S—
m/z--> 50 100 150 200 250 300
Abundance #116689: Heptadecanoic acid, 16-methyl-, methyl ester
74 18.80 19.00 19.20 19.40
m/z 41.10 56.74%
5000
‘ 143 255 298
101 199
oL, H H h,m,lll??‘ 7 221 {-”---.----. S
m/z--> 100 150 200 250 300 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.33 16.90 ng 5712900 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 46
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2762 (19.333 min): BM018477.D (-2758) (-) m/z 43.10 100.00%
/7
5000 129
o7 185 241 S e e T
157 \ 213 \ 2672?4302 . 19.00 19.20 19.40 19.60
ol VP S N T R LA U A m/z 73.00 98.61%
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid
4B 73
5000 129 AU DA AL
19. oo 19 20 19.40 19.60
97 185 a4 m/z 60.00 80.76%
0! 2 " 157 | |. | 2:!'3 L | 267 ||
m/z--> 50 100 150 260 2%0 360
Abundance #75071: Tetradecanoic acid
78
43 19.00 19.20 19.40 19.60
5000 m/z 41.10 80.07%
129
185 228
Wik ™
ol 28l Ml by | 20296 | on |
m/z--> 50 100 150 200 250 300
Abundance #92228: n-Hexadecanoic acid R R Baa s
43 73 19.00 19.20 19.40 19.60
m/z 55.10 79.15%
5000 256
129
“ 97 ’ 157 185 213
OIIZII\‘IIII\I »m"“l\l I‘H‘llul "l A |‘||23|9 ‘|||||||||| A
m/z--> 50 100 150 200 250 300 1900 1920 1940 1960
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018477.D

Aca On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.06 4.54 ng 1534250 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 94
3 1-Tricosene 322 C23H46 018835-32-0 93
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
Abundance Scan 3056 (21.062 min): BM018477.D (-3052) (-) m/z 43.10 100.00%
43
USRS BN BRI B
139 20.80 21.00 21.20 21.40
168 222
A l S A96202249275301326 398 401429 475 | n/7  83.10  80.63%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106398: 5-Eicosene, (E)-
55
5000 LU SURULE BN UL B
20,80 21.00 21.20 21.40
29 111 m/z 57.10 75 .45%
o J11139167 196223 252280
m/z--> 0 §o 160 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
120,80 21.00 21.20 2140
5000 m/z 69.10 72 .46%
i WW‘L/\A/\\
0‘
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129061: 1-Tricosene A EEREE ma s S
57 g3 20.80 21.00 21.20 21.40
m/z 97.10 71.31%
5000
111
o1 | || 1139 169106 224 250 294322
m'z--> 0 §o 100 150 200 250 300 350 400 450 ' 20,80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM010919\
Data File : BM018477.D

Acq On : 09 Jan 2019 17:41

Operator : JU/SJ

Sample : K1006-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_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 .30 7.30 53.7 ng 8631060 1 7.76 3216040 20.0
Heptadecane, 2,6,... 16.13 2.3 ng 814151 4 17.16 6950330 20.0
Tetradecane 16.95 4.1 ng 1409810 4 17.16 6950330 20.0
Hexadecanoic acid... 17.82 2.8 ng 976658 4 17.16 6950330 20.0
n-Hexadecanoic acid 18.05 13.2 ng 4573340 4 17.16 6950330 20.0
8,11-Octadecadien... 18.97 8.1 ng 2800740 4 17.16 6950330 20.0
9-Octadecenoic ac... 19.00 8.7 ng 3018860 4 17.16 6950330 20.0
Heptadecanoic aci... 19.14 2.6 ng 903195 4 17.16 6950330 20.0
Octadecanoic acid 19.33 16.9 ng 5712900 5 21.36 6762380 20.0
5-Eicosene, (E)- 21.06 4.5 ng 1534250 5 21.36 6762380 20.0
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