LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM021819\
Data File : BM018844.D
Aca On : 18 Feb 2019 18:36 Instrument :
Operator : JU/SJ gyAﬁg el
- _ lentosampleld :
3?22'6 : K1518-21 CABLE-BRIDGE-FOUNDATION-B-10
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-BM021119.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 4.857 297 301 315 rVB 339212 482461 3.10% 0.427%
2 5.299 369 376 389 rBVY 7338608 10268577 65.95% 9.098%
3 6.881 638 645 663 rBY 6784367 11673296 74.97% 10.343%
4 7.240 698 706 723 rBVY 7441286 11384793 73.12% 10.087%
5 7.704 778 785 792 rBVY 1521261 2339892 15.03% 2.073%
6 8.022 832 839 850 rBY 5083487 7911571 50.81% 7.010%
7 8.875 975 984 998 rBVY 3942797 6553145 42.09% 5.806%
8 10.492 1251 1259 1271 rBV 1928925 3193934 20.51% 2.830%
9 12.969 1673 1680 1695 rBV 9485548 13653161 87.68% 12.097%
10 13.816 1815 1824 1838 rBvV 368077 579181 3.72% 0.513%

11 14.351 1909 1915 1926 rBV2 2559169 3982736 25.58% 3.529%
12 15.851 2161 2170 2194 rBV 7516133 10579042 67.94% 9.373%
13 17.104 2376 2383 2397 rBV2 2991616 4456174 28.62% 3.948%
14 17.992 2529 2534 2545 rBV 458213 690644 4.44% 0.612%
15 19.274 2748 2752 2759 rBV 148035 228159 1.47% 0.202%

16 19.739 2825 2831 2841 rBV 13061058 15571060 100.00% 13.797%
17 20.997 3041 3045 3058 rBvV 554847 801378 5.15% 0.710%
18 21.297 3091 3096 3106 rVB 3061095 3858534 24.78% 3.419%
19 21.433 3116 3119 3123 rBV 182656 199126 1.28% 0.176%
20 21.868 3190 3193 3199 rBvV 202133 230406 1.48% 0.204%

21 22.333 3268 3272 3281 rVB2 270791 390612 2.51% 0.346%
22 22.839 3354 3358 3363 rVB2 203242 276479 1.78% 0.245%
23 23.550 3473 3479 3490 rVB 1898496 3557291 22.85% 3.152%

Sum of corrected areas: 112861652
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\

Data File : BM018844.D

Aca On : 18 Feb 2019 18:36

Operator : Ju/SJ

ﬁ?ggle : K1518-21 CABLE-BRIDGE-FOUNDATION-B-10
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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: BM018844.D
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Abundance TIC: BM018844.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\

Data File : BM018844.D

Aca On : 18 Feb 2019 18:36

Operator : Ju/SJ

ﬁ?ggle : K1518-21 CABLE-BRIDGE-FOUNDATION-B-10
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._86 4.12 ng 482461 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Guanidine 59 CH5N3 000113-00-8 50
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 38
4 2-Butanol. 1l-methoxv- 104 C5H1202 053778-73-7 28
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 17

Abundance Scan 301 (4.857 min): BM018844.D (-297) (-) m/z 43.00 100.00%
43
59
5000
101
R AABEEEE s
83 4.60 4.80 5.00 5.20
o....,....',':..~!~|i....,-....',....,..1.3?,....,....,....,"?0.7.. m/z 59.10 75.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL UL LN LN A
59 460 480 500 520
m/z 101.10 28 .35%
o3 ] e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43 59
460 480 500 520
5000{ 18 m/z 58.05 17 .54%
1
0"'M'*t'|“"i"“|""w"'|'“'|"'w""|“"|"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R R REEEEREEE S
59 4.60 4.80 5.00 5.20
m/z 41.05 9.63%
5000 41
o Il |7 126 14
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\

Data File : BM018844.D

Aca On : 18 Feb 2019 18:36

Operator : Ju/SJ

ﬁ?ggle : K1518-21 CABLE-BRIDGE-FOUNDATION-B-10
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 unknown7.24 Concentration Rank 1

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

7.24 97.31 ng 11384800 1,4-Dichlorobenzene-d4 7.70

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 2-Cvclohexen-1-one 96 C6HB80 000930-68-7 11
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
Abundance Scan 706 (7.240 min): BM018844.D (-698) (-) m/z 132.00 100.00%

132
68
5000
40 % 700 720 7.40 7.60
54 . . .
0 & L% | —] A m/z 68.10 52.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 UL UL UL R

7.00 7.20 7.40 7.60
m/z 134.00 32.96%

15 28 39 52 8 77 00 104,

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 N N R REEEE e
104 7.00 7.20 7.40 7.60
5000 m/z 66.00 32.46%
31 51
0 ‘ Iy H I ‘ " !
I S B o o i o L N B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine amaa e
132 7.00 7.20 7.40 7.60
m/z 69.05 21.12%
5000
33 44 . 105
! \“56\\ L, 86 ‘\ I
O e e e e e T RS e e
m/z--> 20 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\BM021819\

Data File : BM018844.D

Aca On : 18 Feb 2019 18:36

Operator : Ju/SJ

ﬁ?ggle : K1518-21 CABLE-BRIDGE-FOUNDATION-B-10
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 5
R.T. EstConc Area Relative to ISTD R.T.
17.99 3.10 ng 690644 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Nonanoic acid 158 C9H1802 000112-05-0 22
5 Tridecane 184 C13H28 000629-50-5 22
Abundance Scan 2534 (17.992 min): BM018844.D (-2529) (-) m/z 73.00 100.00%
7
43
5000
129
97 213 IR AR SRR B
157 185 l 256 355 17:60 17.80 18,00 18.20 18.40
o P O VA (S N = m/z 60.00 69.84%
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid
/7
5000 256 AU B
129 ﬂmﬂmmmmmmm
97 157 213 m/z 43.05 57 .55%
o Pl T N <
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid
43 78
17.60 17.80 18.00 18.20 18.40
5000 129 m/z 57.05 51.50%
} 199 242
oL I‘ILJIJ’UJ‘H \‘i‘\ il ‘18¢) ‘ 'll —— :
m/z--> 50 150 0 250 300 350
Abundance #65566: Tridecanoic acid
78 17.60 17.80 18.00 18.20 18.40
m/z 55.05 51.00%
43
5000
129
171 14
o I1§Ltgll“.m M\Ih At ‘\ Jlt%9? ﬂl S
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20 18.40

8270-BM021119.M Tue Feb 19 14:34:09 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\

Data File : BM018844.D

Aca On : 18 Feb 2019 18:36

Operator : Ju/SJ

ﬁ?ggle : K1518-21 CABLE-BRIDGE-FOUNDATION-B-10
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 5 Ethanol, 2-(tetradecyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.00 4.15 ng 801378 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 1-Hexadecanesulfonvl chloride 324 C16H33Cl102S 038775-38-1 87
3 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 76
4 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 72
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 68
Abundance Scan 3045 (20.997 min): BM018844.D (-3041) (-) m/z 57.10 100.00%
g7
83
5000
111
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
139 207 20.60 20.80 21.00 21.20 21.40
o Ly 7,168 207 239 282303328 355 401 m/z 71.05 73.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57
5000

20.60 20.80 21.00 21.20 21.40
11 m/z 83.05 72.88%
139 168 196 227 g

29

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #129672: 1-Hexadecanesulfonyl chloride

-

8 20.60 20.80 21.00 21.20 21.40
5000 11 m/z 69.10 72.11%
29 ‘
139 224
196
m/z--> 50 100 150 200 250 300 350 400
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester RS & e e S
43 20.60 20.80 21.00 21.20 21.40
m/z 43.10 70.41%
69
5000
97
L] { |15, 160 210
oAt T T
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM021819\

Data File : BM018844.D

Aca On : 18 Feb 2019 18:36

Operator : Ju/SJ

ﬁ?ggle : K1518-21 CABLE-BRIDGE-FOUNDATION-B-10
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.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 Dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.33 2.02 ng 390612 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 76
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 74
3 Heneicosane 296 C21H44 000629-94-7 74
4 Tetracosane 338 C24H50 000646-31-1 72
5 Tetratetracontane 619 C44H90 007098-22-8 70

Abundance Scan 3272 (22.333 min): BM018844.D (-3268) (-) m/z 57.10 100.00%

57

5000
113 22.00 22.20 22.40 22.60
141168193221 249 283
Ol 323 358 403429 476503 mn/z 71.10 82 320
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36158: Dodecane
7
5000 LA L L L L L LB |
85 22.00 22.20 22.40 22.60
29 m/z 85.10 57.81%
O ﬁnn.,..”,....“... L o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
L BEARE RS S e
71 22.00 22.20 22.40 22.60
5000 m/z 43.05 54_.01%
99 127
0 1 155 183 225253 295 337
...,....,..”,....,.”. R e EEEEE e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane T B B
22.00 22.20 22.40 22.60
m/z 55.05 28.01%
85
5000

‘ 141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 22100 2220 22.40 2260
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM021819\

Data File : BM018844.D

Acq On : 18 Feb 2019 18:36

Operator : JU/SJ

ﬁ?ggle : K1518-21 CABLE-BRIDGE-FOUNDATION-B-10
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.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]
2-Pentanone, 4-hy... 4.86 4.1 ng 482461 1 7.70 2339890 20.0
unknown? .24 7.24 97.3 ng 11384800 1 7.70 2339890 20.0
n-Hexadecanoic acid 17.99 3.1 ng 690644 4 17.10 4456170 20.0
Ethanol, 2-(tetra... 21.00 4.2 ng 801378 5 21.30 3858530 20.0
Dodecane 22.33 2.0 ng 390612 5 21.30 3858530 20.0
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