LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\

Data File : BM018212.D

Acq On : 15 Dec 2018 20:08 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : J6347-06 P001-SW001-01

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_M\METHODS\8270-BM121518_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 height area % max. total

5.128 376 381 389 rBV 92254 147233 7.47% 0.689%
6.704 641 649 650 rBv2 63749 100777 5.12% 0.472%
rvB 84084 136582 6.93% 0.639%
7.040 699 706 716 rBV 170159 287658 14.60% 1.347%
7.128 716 721 735 rVvV 66578 153859 7.81% 0.720%
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7.498 777 784 792 rBV 455938 723322 36.72% 3.387%
7.810 830 837 847 rBV 222725 359308 18.24% 1.682%
rBv 131716 267805 13.59% 1.254%
9.034 1040 1045 1051 rvB2 21121 30671 1.56% 0.144%
10.269 1248 1255 1275 rBV 540385 1033417 52.46% 4._.838%
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11 12.769 1672 1680 1696 rBV 455666 779420 39.56% 3.649%
12 13.645 1823 1829 1837 rBV2 33307 68236 3.46% 0.319%
13 14.157 1910 1916 1930 rBV2 933334 1434850 72.84% 6.718%
14 15.669 2164 2173 2181 rBV 303789 504991 25.63% 2.364%
15 16.698 2342 2348 2356 rBV7 8729 21908 1.11% 0.103%

16 16.921 2380 2386 2393 rBV 1113456 1677348 85.15% 7.853%
17 17.221 2431 2437 2443 rBV 70629 100372 5.10% 0.470%

18 17.704 2512 2519 2527 rBV5 9613 24065 1.22% 0.113%
19 17.833 2536 2541 2551 rBV 713206 1055292 53.57% 4.941%
20 18.980 2731 2736 2738 rBv4 29261 43967 2.23% 0.206%

21 19.127 2756 2761 2774 rBV2 389729 586580 29.78% 2.746%
22 19.574 2831 2837 2845 rBV 1114183 1443014 73.25% 6.756%

23 19.868 2884 2887 2889 rBV3 24404 25610 1.30% 0.120%
24 19.892 2889 2891 2894 rVB3 26920 23003 1.17% 0.108%
25 20.392 2973 2976 2980 rVB 67759 69327 3.52% 0.325%
26 20.498 2992 2994 2999 rBV6 15523 22521 1.14% 0.105%

27 20.862 3051 3056 3063 rBvV 786243 1005912 51.06% 4_.710%
28 21.062 3086 3090 3094 rBV 210153 227406 11.54% 1.065%
29 21.139 3098 3103 3112 rBV 1446975 1969984 100.00% 9.223%
30 21.298 3126 3130 3136 rBV 411872 469593 23.84% 2.199%

31 21.721 3198 3202 3208 rBV 595852 723004 36.70% 3.385%
32 22.168 3273 3278 3286 rVB 791553 962941 48.88% 4._.508%
33 22.280 3295 3297 3301 rBV2 57729 63009 3.20% 0.295%
34 22.650 3355 3360 3366 rBV 814243 1038749 52.73% 4._.863%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 23.186 3446 3451 3458 rVB 649395 1033151 52.44% 4._.837%
36 23.303 3464 3471 3481 rVB 800300 1614821 81.97% 7.560%

37 23.791 3549 3554 3560 rVB 403462 714730 36.28% 3.346%
38 24.497 3668 3674 3680 rvB2 222592 414322 21.03% 1.940%

Sum of corrected areas: 21358758
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BM018212.D

Acq On : 15 Dec 2018 20:08
Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial :

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

13 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1I\BNA_M\Data\BM121518\

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

5.13

TIC: BM018212.D

7.50

7.04 3.66

.78
N

.13

9.03

10.27

0™
Time--> 3.00 350 4.00

4.50 5.00

5.50

6.00

6.50 7.00
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750 8.00 850 9.00

9.50

10.00 10.50 11.00 11.50

Abundance

1400000
1200000
1000000
800000
600000
12.77

400000

200000

14.16

13.65

TIC: BM018212.D

15.67

16.92

17.83

17.22
16.70 17.

19.13

18.9

19.57

to@s 40%

| —

N\,
T T T T T

Time--> 12.00 1250 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
21114

1400000
1200000

1000000 20.86
21.72

800000
600000 P1.30

400000 21.06

2ooooonWJL*A

Ol

2217 22.65

t2.28

23.30
23.

23.79

TIC: BM018212.D

24.50

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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 1 unknown7.04 Concentration Rank 8

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

7.04 7.95 ng 287658 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12

Abundance Scan 706 (7.040 min): BM018212.D (-699) (-) m/z 132.00 100.00%
132
5000 68
40 % 680 7.00 7.00 7.40
54 - - - -
(8 %6 e 2 m/z 68.10  39.27%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 R I S IR
6.80 7.00 7.20 7.40
33 44 o 105 m/z 134.00 34.10%
---|-.I'-'--GI(')--'--$.°----|.-|'-1-1-5.--'-.----.----.----.----
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69 o 680 7.00 7.00 7.40
5000 m/z 66.10 31.24%
31 51
"kNIMH'I'l'j?'”'I""I"“I""I"”I""I"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- A e
132 6.80 7.00 7.20 7.40
m/z 69.10 18.86%
5000
69
9 57
H | g 8 109
T JW“%W‘-lu--‘V?--“ JIW'%%SI" I AL SRR DAL DU IR R UL UL I
m/z--> 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\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
" 7.13  4.25ng 153859  1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90

2 Ethane, 1,1"-oxybis[2-ethoxy-] 162 C8H1803 000112-36-7 72
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 45
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 38
Abundance Scan 721 (7.128 min): BM018212.D (-716) (-) m/z 45.00 100.00%
45
5000 59 7 f
104 6.80 7.00 7.20 7.40
...,....,'|...!~...'.,..9.1.,'!...,....,....,....,....,2197.. m/z 59.10 45.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14592: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
59 6.80 7.00 7.20 7.40
8l 2 m/z 72.10 36-93%
w0 || e 10
m/z--> 2|O 4|0 6|0 8|0 1(|)O 12|O 14|10 1é0 1é0 2(|)O
Abundance #31019: Ethane, 1,1"-oxybis[2-ethoxy-]
45
6.80 7.00 7.20 7.40
5000 59 72 m/z 73.10 24 .31%
31
m/z--> 2|O 4|0 6|0 8|0 1(|)O 12|0 14|10 1é0 1é0 2(|)O
Abundance #8589: 2-Propanol, 1-(1-methylethoxy)-
45 6.80 7.00 7.20 7.40
m/z 43.00 18.62%
5000 59
31 73
T |'Uk'uh“"“W“ "“|'§8"%Q% R D DAL DL B WL
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\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.83 12.58 ng 1055290 Phenanthrene-d10 16.92
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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Ether, dodecyl isopropyl 228 C15H320 029379-42-8 38
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 2540 (17.827 min): BM018212.D (-2536) (-) m/z 73.10 100.00%
5000 129 }\\“_
213 U BRI SRR BN IR
| 157 185 256 255 17.60 17.80 18.00 18.20
0 Y S U M - S = m/z 60.00 81.68%
m/z--> 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid j\\
5000 256 RS SR SULRILE I U
129 ﬂmﬂmmmmm
‘ 157 213 m/z 43.10 72.17%
185
N P oo < R
m/z--> 150 200 250 300 350
Abundance #65562: Tridecanoic acid
73
43
17.|60 17.|80 18.|00 18.|20
5000 m/z 55.10 64 .36%
129 - 14
‘ I‘.t\\m ”‘.‘. ‘; .‘1?2.. .‘?’97.“. . e e
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid R AR e S RREEE R
3 73 17.60 17.80 18.00 18.20
m/z 41.10 63.32%
5000 129
199 242
II‘H Jm H\ u\ |‘ ‘18¢) \ 225 ‘\ —— ——— SUNGESUISISENY M. G S G
m/z--> 50 150 200 250 300 350 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.13 5.96 ng 586580 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2761 (19.127 min): BM018212.D (-2756) (-) m/z 73.00 100.00%
43
5000
18.80 19.00 19.20 19.40
ERARRR m/z 43.05 76.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
48 57 7,
5000
18.80 19.00 19.20 19.40
m/z 60.00 73.11%
| 143,5,171
m/z--> "55"20"60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
51 NN RN IS
18.80 19.00 19.20 19.40
5000 256 m/z 57.05 70.49%
2
“ W\ M 143157171185
1 i
m/z--> 26 4b 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 & T8 18.80 19.00 19.20 19.40
m/z 55.10 68.76%
5000
ZF
- II‘I”‘I‘;\I IHHI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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 6 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.86 10.21 ng 1005910 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 Cyclopentadecane 210 C15H30 000295-48-7 87
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 87
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 81
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 74
Abundance Scan 3056 (20.862 min): BM018212.D (-3051) (-) m/z 57.10 100.00%
57 g3
5000
20.60 20.80 21.00 21.20
207 252 280 327 357 401 429 m/z 69.05 81 11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
97
83
5000 L UL AL AL IR
29 11 20.60 20.80 21.00 21.20
m/z 83.10 80.42%
] | l |139 167 106 224 252 280
m/z--> §0 100 150 200 250 300 350 400
Abundance #63051: Cyclopentadecane
55
8 20,60 20.80 21.00 2120
5000 m/z 43.05 80.39%
29 111
J LAd) l 139 182 20
mz-> 50 100 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester
43 20.60 20.80 21.00 21.20
m/z 71.05 76 .19%
69
5000 97
L]t 125 169 195 224 252
m/z--> 50 100 1&1,0 200 25'30 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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 7 Hexadecane, 3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.30 4.77 ng 469593 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
4 Docosane, 1l1l-butyl- 366 C26H54 013475-76-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 3130 (21.298 min): BM018212.D (-3126) (-) m/z 57.05 100.00%
g7
85
5000
J |113 141 169 207 251 281 309 343 Al5 21.00 21.20 21.40 21.60
Ol A d AL ary TR S 201 281809 343 415 1 sz 71.05 84.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82611: Hexadecane, 3-methyl-
57
5000
21.00 21.20 21.40 21.60
85 m/z 85.10 59.81%
1 (113 141 133 211 549
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85 21.00 21.20 21.40 21.60
5000 m/z 43.05 58.96%
29 113
L {717,241 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #155180: Docosane, 7-hexyl-
57 21.00 21.20 21.40 21.60
m/z 41.10 26.04%
5000 85
113 182
“} L4 7T 211 239 267 3?9 337 363 392
rTrrrrrirrrrrrrrrrryrrrrryrrrryrrrryrrrr [ rr o ororT —v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.72 7.34 ng 723004 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3202 (21.721 min): BM018212.D (-3198) (-) m/z 57.10 100.00%

g7

85

5000 J

113
ﬂ 141 169 197 275 21.40 21.60 21.80 22.00
AL R0197225253 295 307 401 4TS ns, 71,05 87.51%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane

5000
21.40 21.60 21.80 22.00

m/z 85.10 64 .17%

141 169 197 225 253 296
miz—-> 0 50 100 150 200 250 300 350 400 450

Abundance #151556: Heptacosane
7

21.40 21.60 21.80 22.00
5000 m/z 43.10 62.46%

85

29
. (113 141 169 197 225 253281 323 351 380

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

Abundance #160628: Triacontane

57 21.40 21.60 21.80 22.00

m/z 55.10 27 .72%
5000 85
113
29 || 141 169 197 225 253 281 309 337 365 393 422

A e e R I el isls A

miz-> 0 50 100 150 200 250 300 350 400 450 2140 2160 2180 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 9 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.17 9.78 ng 962941 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 Nonacosane 408 C29H60 000630-03-5 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 3278 (22.168 min): BM018212.D (-3273) (-) m/z 57.10 100.00%

85
5000

21.80 22.00 22.20 22.40

141 169 197

239 281 309 341

401 431

o m/z 71.05 83.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57
5000 LA L L L L L L LB L
85 21.80 22.00 22.20 22.40
m/z 85.10 59.97%
29
Dl | Y3141 169 107 205 253 281 323 351 380
L i o o e L BLA A o o e e o e e o e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
B R E e e e s
85 21.80 22.00 22.20 22.40
5000 m/z 43.10 58.62%
29 113
ULy )7, 141 160 107 225 253 296
L e i o o B B B B B B o o o o o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #123095: Docosane
57 21.80 22.00 22.20 22.40
m/z 55.05 23.84%
5000 85
29
Pl L) M8 141 160 197 225 253 281 310
L o o o o e B e B o S o o e S T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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 10 Heptadecane, 9-octyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.65 12.87 ng 1038750 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 83
Abundance Scan 3360 (22.650 min): BM018212.D (-3355) (-) m/z 57.05 100.00%
57
85
5000

22.40 22.60 22.80 23.00

13
(141169 207 539 267 295323351 401 430 475

Of A b A L S Y | m/z 71.05  82.10%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 LA B L L L L L L

22.40 22.60 22.80 23.00

m/z 85.05 61.11%

113
[7°141169 197 22% 267 204 323 352

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

22.40 22.60 22.80 23.00

5000 m/z 43.10 56.75%

141 169 197 225 253 296

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
7 22.40 22.60 22.80 23.00

m/z 55.10 25.43%

5000

29
| (H13 141 169 197 225 253 281 309 337 365 394

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

8270-BM121518_.M Thu Dec 27 04:00:34 2018
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_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 11 Octadecane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.19 12.80 ng 1033150 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 3452 (23.192 min): BM018212.D (-3446) (-) m/z 57.10 100.00%
7
85
5000

22.80 23.00 23.20 23.40 23.60
m/z 71.10 80.62%

141169197 239 281300337365 401430 475
miz-> 0 50 100 150 200 250 300 350 400 450

Abundance #99485: Octadecane, 2-methyl-

5000 L AR R
22. 80 23. OO 23. 20 23 40 23. 60

m/z 85.10 59.89%

99
127 155 183 225 253
A e

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

22.80 23.00 23.20 23.40 23.60
5000 m/z 43.10 52.10%

141 169 197 225 253 296

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #167078: Tetratriacontane P T R
57 22.80 23.00 23.20 23.40 23.60

m/z 55.05 22 .55%

5000 85

29 113
| 141 169 197 225 253 281 311337 367 410435

m/z--> 0 50 100 150 200 250 300 350 400 450 22. 80 23. 00 23. 20 23 40 23. 60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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 12 1-lodo-2-methylundecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.79 8.85 ng 714730 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methylundecane 296 C12H251 073105-67-6 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratriacontane 479 C34H70 014167-59-0 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3554 (23.791 min): BM018212.D (-3549) (-) m/z 57.05 100.00%
g7
85
5000
141 169 197 23.40 23.60 23.80 24.00 24.20
oh ik ||, L7 07225258 284300 395 401431 475 | 7 71.10  90.90%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #114973: 1-lodo-2-methylundecane
g7
5000 AR AU A
85 23.40 23.60 23.80 24.00 24.20
29 m/z 85.10 61.38%
AL 18 e s
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
85 23.40 23.60 23.80 24.00 24.20
5000 m/z 43.10 58.77%
141 169 197 225 253 296
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #167078: Tetratriacontane A e

57 23. 40 23. 60 23. 80 24 00 24. 20
m/z 55.10 25.18%

B | MJ\/\M
29 113
Jﬂ | 141 169 197 225 253 281 311337 367 410435

m/z--> 0 50 100 150 200 250 300 350 400 450 23. 40 23. 60 23. 80 24 00 24. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA M\Data\BM121518\
Data File : BM018212.D

Acq On : 15 Dec 2018 20:08

Operator : JU/SJ

Sample - J6347-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.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]
unknown? .04 7.04 8.0 ng 287658 1 7.50 723322 20.0
Ethanol, 2-(2-eth... 7.13 4.3 ng 153859 1 7.50 723322 20.0
n-Hexadecanoic acid 17.83 12.6 ng 1055290 4 16.92 1677350 20.0
Octadecanoic acid 19.13 6.0 ng 586580 5 21.14 1969980 20.0
3-Eicosene, (E)- 20.86 10.2 ng 1005910 5 21.14 1969980 20.0
Hexadecane, 3-met... 21.30 4.8 ng 469593 5 21.14 1969980 20.0
Heneicosane 21.72 7.3 ng 723004 5 21.14 1969980 20.0
Heptacosane 22.17 9.8 ng 962941 5 21.14 1969980 20.0
Heptadecane, 9-oc... 22.65 12.9 ng 1038750 6 23.30 1614820 20.0
Octadecane, 2-met... 23.19 12.8 ng 1033150 6 23.30 1614820 20.0
1-lodo-2-methylun... 23.79 8.8 ng 714730 6 23.30 1614820 20.0
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