LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050319\
Data File : BM020119.D

Aca On : 03 May 2019 19:28

Operator : JU/SJ

Sample : K2668-01

Misc :

ALS Vial : 13 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 3.011 3 4 9 rvB 134523 118233 1.13% 0.214%
2 5.363 398 404 412 rBVY 3392723 4694816 44.84% 8.487%
3 6.951 666 674 688 rBY 3116292 5053357 48.26% 9.135%
4 7.316 728 736 748 rVB 3435380 5257961 50.22% 9.505%
5 7.787 809 816 822 rBV 439908 696483 6.65% 1.259%
6 8.104 862 870 879 rBVY 2506255 3956142 37.78% 7.152%
7 8.951 1004 1014 1024 rBV 1989586 3176080 30.33% 5.742%
8 10.575 1283 1290 1297 rBV 504177 854158 8.16% 1.544%
9 13.045 1703 1710 1717 rBVY 4807124 7190542 68.67% 12.999%
10 13.880 1847 1852 1860 rBvV 310292 426560 4_.07% 0.771%

11 14.427 1939 1945 1955 rVvB2 757369 1113843 10.64% 2.014%
12 15.916 2191 2198 2218 rBV 4140793 5742957 54.85% 10.382%
13 17.174 2405 2412 2419 rBV 978514 1375369 13.14% 2.486%
14 18.057 2557 2562 2567 rBV 230012 316290 3.02% 0.572%
15 19.798 2852 2858 2864 rBV 8477484 10470541 100.00% 18.928%

16 21.056 3068 3072 3082 rBV 526206 620250 5.92% 1.121%
17 21.356 3117 3123 3128 rBV 1271754 1614914 15.42% 2.919%
18 21.939 3219 3222 3228 rBV5 62032 108314 1.03% 0.196%
19 22.409 3299 3302 3308 rVB3 78701 115066 1.10% 0.208%
20 22.539 3321 3324 3330 rVB2 80077 105006 1.00% 0.190%

21 22.927 3386 3390 3395 rBV 113689 171455 1.64% 0.310%
22 23.509 3486 3489 3496 rVB3 76249 133787 1.28% 0.242%
23 23.645 3505 3512 3519 rVB 842050 1625953 15.53% 2.939%
24 24.174 3599 3602 3608 rVB5 75554 124909 1.19% 0.226%
25 24.262 3613 3617 3626 rVB5 125452 254399 2.43% 0.460%

Sum of corrected areas: 55317385
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020119.D

Aca On : 03 May 2019 19:28

Operator : JU/SJ

Sample : K2668-01

Misc :

ALS Vial : 13 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: BM020119.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020119.D

Aca On : 03 May 2019 19:28

Operator : JU/SJ

Sample : K2668-01

Misc :

ALS Vial : 13 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

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 unknown3.01 Concentration Rank 5

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

3.01 3.40 ng 118233 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 47
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Aminocaproic Acid 131 C6H13N02 000060-32-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 7

Abundance Scan 4 (3.011 min): BM020119.D (-3) (-) m/z 73.10 100.00%
3
5000 (s
43 55 87
35 | | 65 | 3.10 3.20 3.30 3.40
ol et e e m/z 87.10 20.95%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
7B
5000 U AR AR AR AR
43 3.10 3.20 3.30 3.40
55 87 m/z 43.10 19.21%
0 ?9 35 || | 67 ||, 80
I S UL SRR UL SURIL SURRL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1966: Silane, tetramethyl-
7B
1310 320 330 340
5000 m/z 55.05 18.30%
43
L2 1 29 36 || 5359 66 | 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #4342: Pentane, 3-methoxy- PGP AT T
7B 3.10 3.20 3.30 3.40
m/z 71.10 8.41%
5000
45
29
0 . 3\9‘\‘ 5\5 67 Al 101 Jk\
I S UL SRR UL SURIL SURRL SURILL IO SUL UL B RSN AR UL AR AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020119.D

Aca On : 03 May 2019 19:28

Operator : JU/SJ

Sample : K2668-01

Misc :

ALS Vial : 13 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.

7.32 150.99 ng 5257960 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 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 9

Abundance Scan 737 (7.322 min): BM020119.D (-728) (-) m/z 132.00 100.00%
32
68
5000
40 | % 103 7.00 7.20 7.40 7.60
3 . LA o Ol oy 87 L i M5l Tm/z 68.10  56.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AT
7.00 7.20 7.40 7.60
31 78 m/z 66.10 39.05%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine

132

7.00 7.20 7.40 7.60

5000 97 m/z 134.00 33.81%
70
31
4451 €0 | 77 g5 | 105 116
e e | K
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- s R R
132 7.00 7.20 7.40 7.60
m/z 69.10 25.64%
5000
63
oL 15 28 39 82 % 77 90 1M g5 ||
N R |- L e by
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020119.D

Aca On : 03 May 2019 19:28

Operator : JU/SJ

Sample : K2668-01

Misc :

ALS Vial : 13 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.06 4.60 ng 316290 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 .alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 38
4 d-Glucitol. 4-0-nonvl- 308 C15H3206 132591-06-1 22
5 Nonanoic acid 158 C9H1802 000112-05-0 14
Abundance Scan 2563 (18.063 min): BM020119.D (-2557) (-) m/z 72.95 100.00%
78
5
5000 41
o7 129 213
115 157171185 99 | ppy 256 o8l 17.80 18.00 18.20 18.40
(o} m/z 60.00 66.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60
5000 LI S BRI SULRLLN R
ﬂmmmmmmm
83 120 - m/z 55.05 53.83%
. AL s 143157171185160213227 245 |
m/z--> ﬁo Jo 60 éo 160 150 150 1éo 180 200 220 240 260 2éo
Abundance #83686: Pentadecanoic acid
43 55 T8
| 17.80 18.00 18.20 18140
5000 - m/z 41.00 47 .61%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137744: .alpha.-D-Glucopyranoside, .alpha.-D-glucopyranosy! S A AREEmsnEn et
78 17.80 18.00 18.20 18.40
m/z 57.10 45.92%
5000
111126 146 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020119.D

Aca On : 03 May 2019 19:28

Operator : JU/SJ

Sample : K2668-01

Misc :

ALS Vial : 13 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 1-Hexadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.06 7.68 ng 620250 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 91
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 90
Abundance Scan 3073 (21.062 min): BM020119.D (-3068) (-) m/z 83.10 100.00%
57
5000 111
3 J 139 208 20.80 21.00 21.20 21.40
I bk §0 o268 101208 236 266283 %27 | nz7 69.10 | 94.47%
m/z--> 50 100 150 200 250 300
Abundance #72488: 1-Hexadecene
a4
83
5000 IR AL A A
20.80 21.00 21.20 21.40
11 m/z 57.05 82.15%
oLas ||l Il | 4130 168 106 224
m/z--> 50 100 150 200 250 300 '
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
69 20.80 21.00 21.20 21.40
5000 m/z 55.10 79 .53%
97
o | J‘ ﬂ ) |10 154 183 24 252
m/z--> 50 100 150 200 250 300 '
Abundance #154046: Bromoacetic acid, octadecyl ester TR T T
43 20.80 21.00 21.20 21.40
69 m/z 97.05 79.10%
97
5000
121
139
O_V_V_M T lhl ‘Jl‘ 1’5|6 |1|'81| | T 2|24I. IZ?OI T T |29|7 T T T 7T | —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—ﬁ
m/z--> 50 100 150 200 250 300 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 : BM020119.D

Aca On : 03 May 2019 19:28

Operator : JU/SJ

Sample : K2668-01

Misc :

ALS Vial : 13 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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.93 2.11 ng 171455 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3391 (22.933 min): BM020119.D (-3386) (-) m/z 57.10 100.00%
57
85
5000
207 SR BN BN SUNA BN
281 22.60 22.80 23.00 23.20
252
I 324 355 m/z 71.10 98.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107655: Eicosane
57
85
5000 INUABSUNBS UV RS
2260 22.80 23.00 23.20
m/z 85.10 62.21%
. 2 ) J |14 169 107 225 253 282
m/z--> 55 100 1éo 260 250 300 350 400
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71 22.60 22.80 23.00 23.20 |
5000 m/z 43.05 54 _.57%
99
oL L1 x’ | 177,155 183 225 253 295 a7
m/z--> 50 160 1éo 200 250 300 350 400
Abundance #155179: Eicosane, 9-octyl- R B
43 22.60 22.80 23.00 23.20
m/z 55.10 31.11%
71
5000
i 99 281
ol Ll |7 127 155 183 211 238 | 309 336 365 302
m/z--> 50 100 1éo 200 2%0 300 350 400 2260 22.80 23.00 23.20 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020119.D

Aca On : 03 May 2019 19:28

Operator : JU/SJ

Sample : K2668-01

Misc :

ALS Vial : 13 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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24.26 3.13 ng 254399 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 83
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 80
4 Cvclotetradecane. 1.7.11-trimeth... 280 C20H40 001786-12-5 72
5 1-Heptacosanol 396 C27H560 002004-39-9 68

Abundance Scan 3617 (24.262 min): BM020119.D (-3613) (-) m/z 69.05 100.00%

o
97

5000

24.00 24.20 24.40 24.60

0 m/z 57.10 95.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
97
83
5000 LA L L L L L L L
- 11 24.00 24.20 24.40 24.60
m/z 83.10 87.40%
o ,| J | l |139 167 196 224 252 280
.. L B B e e e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #145521: Bromoacetic acid, hexadecy! ester
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 24.00 24.20 24.40 24.60
5000 m/z 55.05 84 .38%
123
196 222
0 ...h,.JJ.J.ﬂ,‘..ﬂ.f??...x,..u.. I
m/z--> 50 00 150 200 250 300 350 400
Abundance #137330: 1-Heneicosy! formate e RAREE ma e S
57 83 24.00 24.20 24.40 24.60
m/z 97.10 80.90%
5000 111
e e e i R S
m/z--> 50 100 150 200 250 300 350 400 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM050319\
Data File : BM020119.D

Acq On : 03 May 2019 19:28

Operator : JU/SJ

Sample - K2668-01

Misc :

ALS Vial : 13 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown3 .01 3.01 3.4 ng 118233 1 7.79 696483 20.0
unknown? .32 7.32 151.0 ng 5257960 1 7.79 696483 20.0
n-Hexadecanoic acid 18.06 4.6 ng 316290 4 17.17 1375370 20.0
1-Hexadecene 21.06 7.7 ng 620250 5 21.36 1614910 20.0
Eicosane 22.93 2.1 ng 171455 6 23.64 1625950 20.0
3-Eicosene, (E)- 24.26 3.1 ng 254399 6 23.64 1625950 20.0
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