LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM012720\

Data File : BM024632.D

Aca On : 27 Jan 2020 17:40 Instrument :
Operator : CG/JU BNA_M
Sample - L1265-01 ClientSampleld :
Misc - CTY-WC-L-01
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-BM012320.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 5.081 367 373 383 rBVY 2450210 3428296 17.31% 3.870%
2 6.640 631 638 655 rVB 1454012 2332022 11.77% 2.632%
3 7.440 768 774 781 rBVY 1021709 1576853 7.96% 1.780%
4 7.757 819 828 835 rBVY 4682927 7184784 36.27% 8.109%
5 8.581 956 968 977 rBVY 3180998 5333093 26.92% 6.019%
6 9.628 1140 1146 1154 rVB3 116706 200723 1.01% 0.227%
7 10.198 1237 1243 1253 rBY 1330694 2138701 10.80% 2.414%
8 11.569 1467 1476 1486 rVB 302971 516120 2.61% 0.583%
9 12.704 1662 1669 1680 rVB 9785449 14261001 71.99% 16.096%
10 13.557 1809 1814 1820 rBV 428731 599453 3.03% 0.677%

11 14.092 1899 1905 1911 rBV 2070223 3136051 15.83% 3.540%
12 15.592 2153 2160 2166 rBV 8521755 11935910 60.26% 13.472%
13 16.839 2367 2372 2383 rVB 2776119 3886757 19.62% 4_387%
14 17.792 2529 2534 2540 rBV 1233422 1627964 8.22% 1.837%
15 19.080 2749 2753 2761 rBV 656129 862417 4 _.35% 0.973%

16 19.504 2819 2825 2834 rBV 15569794 19808651 100.00% 22.358%
17 20.809 3043 3047 3055 rBvV 759302 1027731 5.19% 1.160%
18 21.051 3083 3088 3097 rBV 2818919 3598168 18.16% 4.061%
19 21.256 3120 3123 3127 rVB 206131 206805 1.04% 0.233%
20 21.674 3191 3194 3201 rBV 311480 401967 2.03% 0.454%

21 22.115 3266 3269 3273 rVB 352146 392237 1.98% 0.443%
22 22.592 3346 3350 3356 rVB 338358 436314 2.20% 0.492%

23 23.121 3436 3440 3442 rBvV 262507 416459 2.10% 0.470%
24 23.162 3442 3447 3459 rVB 1906620 3288878 16.60% 3.712%

Sum of corrected areas: 88597355
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012720\

BM024632.D

27 Jan 2020 17:40

CG/Ju

L1265-01

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

CTY-WC-L-01

Abundance TIC: BM024632.D
1.5e+07
1le+07
5000000 7.76
8.58
5.08
6.64 744 10.20
0 9.63 1]}..\57
L o e L L e o o o o BRI B o e LA B e o e e o o o
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM024632.D
19,50
1.5e+07
le+07 12.70
15.59
5000000
16.84
14.09 17.79
19.08 L
13.56 | \
O o AL e o o e e B e B A e o e e L A B B e e o B ) N N B ML o e i e
Time--> 12.00 12,50 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
Abundance TIC: BM024632.D
1.5e+07
1le+07
5000000
21.05
J 23.16
20.81
21;26 21A.67 22'\.12 2&59 23}\12
O T T T T T T T T T T T T T T T T T T T T T T T T T T T
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 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 :

Data File : BM024632.D

Aca On : 27 Jan 2020 17:40
Operator : CG/JU

Sample - L1265-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO012720\

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Peak Number

2 Phenol, p-tert-butyl-

R.T. EstConc Area Relative to ISTD R.T.
11.57 4.83 ng 516120 Naphthalene-d8 10.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 96
2 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 91
3 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 64
4 Phenol. 2-(1l.1-dimethvlethvl)- 150 C10H140 000088-18-6 64
5 ortho-Methoxyacetophenone 150 C9H1002 000579-74-8 47

Abundance Scan 1476 (11.569 min): BM024632.D (-1467) (-) m/z 135.05 100.00%
5000 107
77 11.20 1140 11.60 11.80
41
< L 0 .1,152. —_— 2 Tm/z 107.00  41.16%
m/z--> 50 100 150 200 250 300
Abundance #23712: Phenol, p-tert-butyl-
135
5000 LRI B B UL
107 11.20 11.40 11.60 11.80
a1 - m/z 150.10 17.69%
|15|‘|‘|‘|‘5|9‘|“|J‘Il‘ll‘llkzllll ——— T
m/z--> 50 100 150 200 250 300
Abundance
135
11.20 1140 11.60 11.80
5000 m/z 95.00 13.14%
107
41
15 59 /7 152
m/z--> 50 100 150 200 250 300 '
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)- o = e
135 11.20 11.40 11.60 11.80
m/z 77.00 10.18%
5000 107
164
77
v Yoyl s Srmsmear
m/z--> 50 100 150 200 250 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM012720\

Data File : BM024632.D

Aca On : 27 Jan 2020 17:40

Operator : CG/JU

a?ggle ; L1265-01 vl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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

213

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.79 8.38 ng 1627960 Phenanthrene-d10 16.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 2534 (17.792 min): BM024632.D (-2529) (-) m/z 73.00 100.00%
78
41 5
5000 129
I I

17.40 17.60 17.80 18.00 18.20

157171185
199

01 m/z 60.00 69.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 ™ T LRI B LELELELEN B
83 17. 40 17. 60 17. 80 18 00 18. 20
157 13 m/z 41.10 62.12%
‘ 143127171185 199
i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

%

73

43 L e e e
57 17.40 17.60 17.80 18.00 18.20

m/ 55.10 61.61%
5000 129 z 0

29 185 228
87 101115 143,171
157

199513
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #72646: Tridecanoic acid S e
43 73 17.40 17.60 17.80 18.00 18.20
m/z 43.05 60.35%
51
5000
29
129
H T7 1115 ‘ 171185 214
Ao ) | eter | Mo | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 40 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM012720\

Data File : BM024632.D

Aca On : 27 Jan 2020 17:40

Operator : CG/JU

a?ggle ; L1265-01 vl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.08 4.79 ng 862417 Chrysene-di12 21.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2753 (19.080 min): BM024632.D (-2749) (-) m/z 73.00 100.00%

5000

5

18.80 19.00 19.20 19.40
m/z 59.95 76.96%

m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129 LA L L L L L L I
9 18.80 19.00 19.20 19.40
H ! 185 a1 m/z 43.10 75.90%
15 |yl 287 L 213, | 265 .L. N
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
N B EE
18.80 19.00 19.20 19.40
5000 129 m/z 55.05 67.26%
97 199
157 242
15 180 | 223
A I L a L L e L e B e T
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester N B EE
43 18.80 19.00 19.20 19.40
m/z 41.10 64.51%
73
5000 o84
129
97
185
213 241
A L T M e | an s | e
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path :

Data File : BM024632.D

Aca On : 27 Jan 2020 17:40
Operator : CG/JU

Sample - L1265-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO012720\

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.81 5.71 ng 1027730 Chrysene-di12 21.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 9-Nonadecene 266 C19H38 031035-07-1 93
4 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 93
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 92
Abundance Scan 3047 (20.809 min): BM024632.D (-3043) (-) m/z 83.05 100.00%
55, 88
111
5000
LSRR AN SUNIRA B
139 20.40 20.60 20.80 21.00 21.20
167
Ay l |_ira/183209 239250260 313 357 415 | L/ 69.05  91.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LI UL SUNIRA B
20.40 20.60 20.80 21.00 21.20
29 111 m/z 97.05 89.88%
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
20.40 20.60 20.80 21.00 21.20
5000 11 m/z 55.10 84.16%
29
139 167 106 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #115903: 9-Nonadecene L B o
55 20.40 20.60 20.80 21.00 21.20
83 m/z 57.05 83.91%
B | /\\/\A_J\\AJ
111
L1l 'IJ 1139 167 238 “%°
m/z--> 50 100 150 200 250 300 350 400 20.40 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM012720\

Data File : BM024632.D

Aca On : 27 Jan 2020 17:40

Operator : CG/JU

a?ggle ; L1265-01 vl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.67 2.23 ng 401967 Chrysene-di12 21.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3193 (21.668 min): BM024632.D (-3191) (-) m/z 57.05 100.00%
57
85
5000
L e | a0 7160 2180 2200
242 355 : : : :
' I “ 'I-M Tods2 | 22 200317 35 402430 503 o tULiT0ET 8501
miz-> 0 50 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane
57
5000 85 L U UL RN SUML

21.40 21.60 21.80 22.00
m/z 43.10 66.62%

‘ ‘\ H H \\‘1}3\1‘\11‘169197225 268

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

57

21.40 21.60 21.80 22.00
5000 85 m/z 85.05 62.45%

29
113141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209565: Octacosane s e B BERRERRRS
57 21.40 21.60 21.80 22.00

m/z 41.00 30.94%

5000 85

e U314
11} ﬂ | -7+ 169197 225 253 281 309 337 365 394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 40 21. 60 21. 80 22. OO

8270-BM012320.M Tue Jan 28 12:04:48 2020 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM012720\

Data File : BM024632.D

Aca On : 27 Jan 2020 17:40

Operator : CG/JU

a?ggle ; L1265-01 vl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.12 2.39 ng 392237 Perylene-d12 23.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eilcosane 282 C20H42 000112-95-8 90
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 90
4 Hexacosane 366 C26H54 000630-01-3 76
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 3270 (22.121 min): BM024632.D (-3266) (-) m/z 57.05 100.00%
g7
85
5000

21.80 22.00 22.20 22.40

155187208 120267295 341 387 431462 503

Ol m/z 71.10 87 .68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L LB |
21.80 22.00 22.20 22.40
m/z 85.10 73.80%

i “

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

29 113
L M4116919722553 296

57

21.80 22.00 22.20 22.40
5000 85 m/z 43.05 62.06%

29

113141 169 197 225 253 282

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194500: Docosane, 11-butyl- e RERREEEE L
57 21.80 22.00 22.20 22.40

m/z 55.10 26.71%

5000 85

113
770141169 210239267 309336 366

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 80 22. 00 22. 20 22. 40

8270-BM012320.M Tue Jan 28 12:04:48 2020 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM012720\

Data File : BM024632.D

Aca On : 27 Jan 2020 17:40

Operator : CG/JU

a?ggle ; L1265-01 vl
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM012320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 8 Tetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.59 2.65 ng 436314 Perylene-di12 23.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Tetracosane 338 C24H50 000646-31-1 94
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 3350 (22.592 min): BM024632.D (-3346) (-) m/z 57.10 100.00%
57
85
5000
F%%mmbmm%%7%MGMM)MQ 220 22.40 22.60 22.80 2300
N N e e S AL A m/z 71.05 94.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
57
22.20 22.40 22.60 22.80 23.00
29 m/z 85.10 67.04%
\‘ A ‘ “ I u‘ \3\14\.1169197225 268
m/z--> 5b 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
22.20 22.40 22.60 22.80 23.00
5000 P m/z 43.05 60.32%
29
113141169197225253281309338
m/z--> 5b 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #117648: Octadecane, 2-methyl- T
43 22 20 22. 40 22. 60 22. 80 23. 00
m/z 55.05 25.43%
| MLM
5000
99
m/z--> 5'0 1(')0 1&'30 200 250 300 3&1;0 4(')0 4&1;0 5(')0 5&'30 22 20 22. 40 22. 60 22. 80 23. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM012720\

Data File : BM024632.D

Acq On 27 Jan 2020 17:40

Operator : CG/JU

a?ggle ; L1265-01 vl
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM012320_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]
Phenol, p-tert-bu... 11.57 4.8 ng 516120 2 10.20 2138700 20.0
n-Hexadecanoic acid 17.79 8.4 ng 1627960 4 16.84 3886760 20.0
Octadecanoic acid 19.08 4.8 ng 862417 5 21.05 3598170 20.0
5-Eicosene, (E)- 20.81 5.7 ng 1027730 5 21.05 3598170 20.0
Nonadecane 21.67 2.2 ng 401967 5 21.05 3598170 20.0
Heneicosane 22.12 2.4 ng 392237 6 23.16 32883880 20.0
Tetracosane 22.59 2.6 ng 436314 6 23.16 3288880 20.0
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