LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample : K2461-06

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-BM041519 .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 4.863 313 319 325 rBV2 42195 68388 1.16% 0.211%
2 5.128 358 364 389 rBV 813747 1396673 23.73% 4 .300%
3 6.710 627 633 652 rBV 419248 893448 15.18% 2.751%
4 7.045 682 690 705 rBY 1681694 2731010 46.39% 8.409%
5 7.510 763 769 783 rBV 375869 630468 10.71% 1.941%
6 7.822 814 822 839 rVB 1508490 2420426 41.12% 7.452%
7 8.586 948 952 961 rVB2 37120 58987 1.00% 0.182%
8 8.686 961 969 986 rBV 966722 1903847 32.34% 5.862%
9 9.681 1133 1138 1146 rBvV2 33179 59828 1.02% 0.184%
10 10.292 1232 1242 1256 rBvV 386296 761647 12.94% 2.345%

11 12.022 1528 1536 1547 rBV2 38971 146865 2.49% 0.452%
12 12.780 1659 1665 1680 rBV 2902933 4225742 71.78% 13.011%
13 13.051 1707 1711 1718 rVB2 43504 73971 1.26% 0.228%
14 14.180 1896 1903 1910 rBV2 630813 988670 16.79% 3.044%
15 15.686 2153 2159 2177 rBV 2171888 3426991 58.21% 10.552%

16 16.468 2287 2292 2298 rBV 74901 136006 2.31% 0.419%
17 16.945 2368 2373 2379 rBv2 817812 1147147 19.49% 3.532%
18 17.839 2520 2525 2535 rBV 380109 620403 10.54% 1.910%
19 18.703 2668 2672 2678 rVB 138207 169853 2.89% 0.523%
20 19.133 2741 2745 2759 rVB 256676 381187 6.48% 1.174%

21 19.592 2817 2823 2830 rBV 4905465 5886822 100.00% 18.125%
22 20.856 3035 3038 3045 rVB3 144313 180504 3.07% 0.556%
23 21.162 3085 3090 3099 rVB 977159 1334074 22.66% 4.108%
24 21.709 3180 3183 3187 rBV 144691 143849 2.44% 0.443%
25 21.874 3208 3211 3217 rVB 296159 334483 5.68% 1.030%

26 22.156 3256 3259 3264 rVB 205266 241678 4.11% 0.744%
27 22.639 3338 3341 3349 rVB 264843 347816 5.91% 1.071%

28 23.180 3430 3433 3439 rVB 246423 356375 6.05% 1.097%
29 23.344 3456 3461 3475 rVB 734863 1411303 23.97% 4._.345%

Sum of corrected areas: 32478461
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample : K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM041519 .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: BM019965.D
5000000

4000000
3000000

2000000
7.05 782

1000000 513 8.69

6.71 7,51 10.29
4.86 f - 8. 9.68

I T L L L L S £

T 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: BM019965.D
5000000 19.59

4000000

3000000 12.78

15.69
2000000

1000000 16.94
14.18

17.84 19.13
18.70
b ee———
12.02 | 13.05 16.47 }\ A /JL__._J

e R e B T B B R e

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: BM019965.D
5000000

4000000
3000000

2000000

21,16 23.34

1000000 8 22.64
212485216 23.1
20.86 AN

T

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\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 unknown4.86 Concentration Rank 13

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

4._86 2.17 ng 68388 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. chloro- 112 C6H5CI 000108-90-7 91
2 2-Furancarboxvlic acid 112 C5H403 000088-14-2 25
3 3-Furancarboxvlic acid 112 C5H403 000488-93-7 17
4 3-Nitropvrrole 112 C4H4N202 005930-94-9 9
5 Phenol, 4-fluoro- 112 C6H5FO0 000371-41-5 9

Abundance Scan 318 (4.857 min): BM019965.D (-313) (-) m/z 112.00 100.00%
112
77
5000
e 460 4.80 5.00 5.20
38 59 : : : :
0...,....,....,...'!,:..'.'!|'..'.:'i..?‘?,.'!”!,.?ﬁ,....,....,'...,.. m/z 77.10 74.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6177: Benzene, chloro-
112
5000 o
460 4.80 5.00 5.20
51 m/z 114.00 29.80%
o 27 B I s7e3 | 850107
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6084: 2-Furancarboxylic acid
112
95 U S R R
460 4.80 5.00 5.20
5000 m/z 51.00 18.19%
39
0 14 %9 1 “4\5 5\5 67 8\4 I |
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6085: 3-Furancarboxylic acid AR EERLE ma e e
95 112 460 4.80 5.00 5.20
m/z 50.00 15.50%
5000
39
1218 P 45 S5 67 gy e | ‘ /\
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 unknown7.05 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.05 86.63 ng 2731010 1,4-Dichlorobenzene-d4 7.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 691 (7.051 min): BM019965.D (-682) (-) m/z 132.00 100.00%

132
5000 68

40 54 6.80 7.00 7.00 7.40
0 8 L dor 207 hsn 68.00  48.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97

5000 S e
6.80 7.00 7.20 7.40

70 m/z 66.00 32.95%

31 ‘
44
O ..l.,! J:.Ih.‘.!,??..',..}%ﬁ. o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69

104 6.80 7.00 7.20 7.40
5000 m/z 134.00 32.59%

31
0 ‘H\\H Il ‘ ‘ |
,,,,,, T
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole I e e

132 6.80 7.00 7.20 7.40
m/z 69.05 20.26%

5000
104
66
ol 14 27 39 51 C 7 g9 | 115 “

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 unknownl12.02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.86 ng 146865 Naphthalene-d8 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 45
2 Oxazole 69 C3H3NO 000288-42-6 9
3 1.2-Hexanediol 118 C6H1402 006920-22-5 9
4 meso-5.6-Decanediol 174 C10H2202 003266-25-9 9
5 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 9
Abundance Scan 1536 (12.022 min): BM019965.D (-1528) (-) m/z 69.00 100.00%
89
5000
41 87 103 R UL UL UL B
60 97 11.80 12.00 12.20 12.40
o..,....,....,....h'!l.'..,“f’?.'.i...-!:-....??.'!'.,...-.,.|..1.1,9...,.... m/z 41.00 18.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7052: Ethyl cyclopropanecarboxylate
89
5000 R SN SRR SO SR
41 11.80 12.00 12.20 12.40
29 86 m/z 103.00 16.20%
Lo | e | e
miz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #461: Oxazole
69
"'11)80 12,00 12.20 12.40 |
5000 20 m/z 39.00 15.74%
o I 1L
RN I IURL IULIL IUI SO UL UL I B B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8541 1,2—Hexanediol LI L L N BN I
69 11.80 12.00 12.20 12.40
m/z 87.00 15.47%
5000 41 87
- 61
0 15 L w‘m7 ?ﬁ \ |, 75 81 | 101 117
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 12'0 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 unknownl6.47 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.47 2.37 ng 136006 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 2-propenvl ester 126 C7H1002 020474-93-5 42
2 3.3.7-Trimethvl-4-oxa-7-octen-1-ol 172 C10H2002 069161-47-3 38
3 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 36
4 Cvclopentane. bromo- 148 C5H9Br 000137-43-9 9
5 Undecanol-5 172 C11H240 037493-70-2 9
Abundance Scan 2292 (16.468 min): BM019965.D (-2287) (-) m/z 69.00 100.00%
69
5000
41 87 o3 155 171 16.20 16.40 16.60 16.80
55 : : : :
b 22 d 110134 PN 193208 281 Y8700 15.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10823: 2-Butenoic acid, 2-propeny! ester
69
5000
M 16.20 16.40 16.60 16.80
m/z 41.05 13.79%
o2 | 55 | 8 11126
m/z--> ﬁo 46 eb 86 160 150 150 160 180 200 220 240 2éo 2éo
Abundance #37270: 3,3,7-Trimethyl-4-oxa-7-octen-1-ol
69
16.20 16.40 16.60 16.80
5000 31 m/z 43.00 8.52%
87
M % ‘ 103 127 154 172
Obrr el b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7053: Ethyl cyclopropanecarboxylate R EEEEE RS
69 16.20 16.40 16.60 16.80
m/z 39.00 7.87%
5000 a1
86
114
0"'I""I""""I""I""I""'I"" ISR S B D N B TTTpTTTT T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1620 1640 1660 1680

8270-BM041519.M Fri Apr 19 14:42:23 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 3
R.T. EstConc Area Relative to ISTD R.T.
17.84 10.82 ng 620403 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 2525 (17.839 min): BM019965.D (-2520) (-) m/z 73.00 100.00%
7B
43
5000
129 ~ww_w-_h}t\-Mv,w,m
97 213 T [T T
15 | 143157170185 169 |55y 256 o, 17.60 17.80 18.00 18.20
0 m/z 59.95 72.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73
5
5000{ 29 LR B BN U B
17.60 17.80 18. oo 18 20
o7 129 256 m/z 43.05 54 _.19%
L 15 | 143157171185199 213597
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid
43 73
s || 5 " 17.60 17.80 18.00 18.20
5000 m/z 55.00 52.66%
, 129 242
gL L [ s
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid B s B S
78 17.60 17.80 18.00 18.20
43 m/z 41.05 51.33%
5
129
5000 -
143157 214
0 R e o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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-Hexadecene, (Z2)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.70 2.96 ng 169853 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexadecene. (2)- 224 C16H32 034303-81-6 96
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 3-Octadecene. (E)- 252 C18H36 007206-19-1 91
4 Acetic acid. trifluoro-. tetrade... 310 C16H29F302 006222-02-2 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 2671 (18.698 min): BM019965.D (-2668) (-) m/z 69.10 100.00%
4
5000
125 RN BN SURRRN BN SUM
140154 175 196 224 267 283 18.40 18.60 18.80 19.00
0 m/z 83.05 99.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72493: 3-Hexadecene, (2)-
1 55 6
5000 LR BN SUNRR NN SUN
18.40 18.60 18.80 19.00
m/z 55.00 90.28%
2 125
0 139154168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83798: 1-Hexadecanol
4 57
83 LR BN SUNUSR NN SUN
18.40 18.60 18.80 19.00
5000 m/z 97.05 84 .64%
29
0 ALl 125140154168132196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89787: 3-Octadecene, (E)- B B A Eame
41 55 6 18.40 18.60 18.80 19.00
m/z 57.05 80.58%
97
5000
2 125
ol Il | 139154168182196210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 8 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.13 5.71 ng 381187 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Pentadecane 212 C15H32 000629-62-9 25
Abundance Scan 2745 (19.133 min): BM019965.D (-2741) (-) m/z 73.00 100.00%
5000 /\#’/\}L\JJ\
18.80 19.00 19.20 19.40
0 m/z 43.05 71.78%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/87
5000 129 AR AR AR DR
18. 80 19. oo 19.20 19.40
9 185 oa 284 m/z 60.00 70.26%
oL15 Lty | e | e |
m/z--> 50 100 1éo 260 2%0 300 3éo
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
ile]
73 18.80 19.00 19.20 19.40
5000 284 m/z 57.10 59.60%
129
185
oL lL I b s SO ees | s sm
m/z--> 50 1 o 150 200 250 300 350
Abundance #83686: Pentadecanoic acid R R Baa s
43 73 18.80 19.00 19.20 19.40
m/z 55.00 57.43%
5000 129
199 242
157
0! ‘HIHMH .‘ p'8¢)‘ .“ — s A A
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40

8270-BM041519.M Fri Apr 19 14:42:24 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 Heptafluorobutyric acid, n-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.86 2.71 ng 180504 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Trifluoroacetic acid. n-octadecvy... 366 C20H37F302 079392-43-1 91
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 90
5 1-Octadecanethiol 286 C18H38S 002885-00-9 87
Abundance Scan 3039 (20.862 min): BM019965.D (-3035) (-) m/z 69.00 100.00%
69
4 Wv-\M“/\WMfV\
5000
207 20,60 20.80 21.00 21.20
154 179 230 254 281 . . . .
ol 736 45 n77 83.10 98.374%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160783: Heptafluorobutyric acid, n-pentadecy! ester
43
69
5000 HRL R PN SUNI B
o7 20.60 20.80 21.00 21.20
l m/z 55.10 85.60%
125 169 210
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43
69 HRL LR PN SUNI S
97 20.60 20.80 21.00 21.20
5000 m/z 97.10 79.64%
125
o ‘\ Ji ol g u{ h1$3 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester A EAREE ma S
43 20.60 20.80 21.00 21.20
m/z 57.10 78.71%
[ /LA"JL/&
5000
97
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 Heptadecane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.71 2.16 ng 143849 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 87
2 Octadecane. 3-methvl- 268 C19H40 006561-44-0 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
Abundance Scan 3183 (21.709 min): BM019965.D (-3180) (-) m/z 57.05 100.00%
g7
85
5000
113 2140 2160 21.80 22.00
141+ oe 191 21.40 21.60 21.80 22.00
- ||, L 28Dy 238 283 323 3% 402431 4TS Thn/z 71.05  88.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91043: Heptadecane, 2-methyl-
a3
5000 71 SR DAL UL UL U
21140 21,60 21.80 22.00
m/z 85.05 58.32%
L2 st
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #99484: Octadecane, 3-methyl-
57
21.40 2160 21.80 22.00
5000 m/z 43.00 51.36%
85
239
oL ) P11 211 | o6
m/z--> 50 100 150 260 250 300 350 400 450 '
Abundance #155177: Octacosane e A RERREEEEE
57 21.40 21.60 21.80 22.00
m/z 55.05 26.47%
5000 85
113
o ‘| ||| 241169197 225 253 281 300 337 365 394
m/z--> 50 100 150 200 250 300 350 400 450 ' 21.40 21,60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 Octadecane, 1-(ethenyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.87 5.01 ng 334483 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 90
2 Cvclooctacosane 392 C28H56 000297-24-5 83
3 3-Eicosene. (BE)- 280 C20H40 074685-33-9 81
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 81
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 81
Abundance Scan 3210 (21.868 min): BM019965.D (-3208) (-) m/z 55.00 100.00%
55
83
5000
139 182208 203 21.60 21.80 22.00 22.20
ob i 235256 323 356 387 417 7y E7 05 20" 54%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #115549: Octadecane, 1-(ethenyloxy)-
43
5000 69 LRI SR UL I B
21.60 21.80 22.00 22.20
97 m/z 69.10 60.18%
o S 1 125 154 196 224 252 281
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #154719: Cyclooctacosane
g7
83 UL AR SUNEILR SRR SR
21.60 21.80 22.00 22.20
5000 m/z 83.10 57.20%
111
29
ol Al L139|1§7 196 222 250 278 306 335 364 "\
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)- LI L LB N N B
57 21.60 21.80 22.00 22.20
83 m/z 43.10 55.30%
5000
29 111
o J ‘ J \139 167 196 224 252 280
m'z--> 0 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.16 3.62 ng 241678 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 89
4 Tetracosane 338 C24H50 000646-31-1 86
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86

Abundance Scan 3260 (22.162 min): BM019965.D (-3256) (-) m/z 57.10 100.00%

5000

21.80 22.00 22.20 22.40
m/z 71.05 90.65%

0 239 281309 353337 430 475

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane

5000 L R
21,80 22.00 22.20 22.40

m/z 85.10 67.77%

o 141 169 197 225 253 296

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #55010: Tetradecane

21.80 22.00 22.20 22.40
m/z 43.05 56 .50%

5000

01
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- N RaEEE R
57 21.80 22.00 22.20 22.40
m/z 69.05 24 .68%
5000 85

113
[77° 141 183 211 239 267 296

M S

m/z--> 0 50 100 150 200 250 300 350 400 450 21. 80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519 .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 13 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22 .64 4.93 ng 347816 Perylene-d12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3341 (22.639 min): BM019965.D (-3338) (-) m/z 57.10 100.00%

22.40 22.60 22.80 23.00
m/z 71.10 88.31%

113
141 183211 249 287 326 369 401
miz-> 0 50 100 150 200 250 300 350 400 450

0!

Abundance #73965: Hexadecane

?

5000 LA L L L L LB
85 22. 40 22 60 22. 80 23 00
29 m/z 85.10 59.81%
0 113141 169 197 226
— A
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
R ENEEEE s
22.40 22.60 22.80 23.00
5000 m/z 43.10 53.73%

141169197 225253 296

:

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl- R EEEES
57 22.40 22.60 22.80 23.00
m/z 69.10 23.78%
5000 85

? .

113
[ 141169197 239267294323352

R i B T MMM

m/z--> 0 50 100 150 200 250 300 350 400 450 22. 40 22 60 22. 80 23 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM041819\
Data File : BM019965.D

Aca On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM041519_.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 14 Nonacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.18 5.05 ng 356375 Perylene-d12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Nonacosane 408 C29H60 000630-03-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 3433 (23.180 min): BM019965.D (-3430) (-) m/z 57.10 100.00%

57
85
5000

22.80 23.00 23.20 23.40

113
| 141169 207 238 282309 358385 416 461

o T e e | M/Z 71.10  82.46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #73967: Hexadecane
57
5000 85 TTTT TT T T[T T TT TTT T[T

22.I8O 23.|00 23.|20 23.|40
29 m/z 85.10 61.27%

113 141 169 197 226

ottt e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane
R e e o e R
22.80 23.00 23.20 23.40
5000 m/z 43.10 52.75%

113
141 169 197 225 253 281 309 337 365 408

:

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane e B B R
22.80 23.00 23.20 23.40
m/z 55.05 25.01%
5000

:

141 169 197 225 253 296
s I I I I
miz--> 0 50 100 150 200 250 300 350 400 450 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041819\
Data File : BM019965.D

Acq On : 18 Apr 2019 22:09

Operator : JU/SJ

Sample - K2461-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_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]
unknown4 .86 4._.86 2.2 ng 68388 1 7.51 630468 20.0
unknown7 .05 7.05 86.6 ng 2731010 1 7.51 630468 20.0
unknown12 .02 12.02 3.9 ng 146865 2 10.29 761647 20.0
unknownl16.47 16.47 2.4 ng 136006 4 16.94 1147150 20.0
n-Hexadecanoic acid 17.84 10.8 ng 620403 4 16.94 1147150 20.0
3-Hexadecene, (Z2)- 18.70 3.0 ng 169853 4 16.94 1147150 20.0
Octadecanoic acid 19.13 5.7 ng 381187 5 21.16 1334070 20.0
Heptafluorobutyri... 20.86 2.7 ng 180504 5 21.16 1334070 20.0
Heptadecane, 2-me... 21.71 2.2 ng 143849 5 21.16 1334070 20.0
Octadecane, 1-(et... 21.87 5.0 ng 334483 5 21.16 1334070 20.0
Heneicosane 22.16 3.6 ng 241678 5 21.16 1334070 20.0
Hexadecane 22 .64 4.9 ng 347816 6 23.34 1411300 20.0
Nonacosane 23.18 5.0 ng 356375 6 23.34 1411300 20.0
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