LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample : L4130-01 2X

Misc :

ALS Vvial : 15 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 : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@3389.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.187 384 391 408 rBV 710558 1217919 1.26% 0.436%
2 6.569 618 626 657 rBV 1119657 4072735 4.20% 1.459%
3 6.781 657 662 672 rVB 748407 1227976 1.27% 0.440%
4 7.569 789 796 801 rBV 606400 985836 1.02% 0.353%
5 10.352 1261 1269 1283 rBV 835155 1443623 1.49% 0.517%

6 12.840 1684 1692 1702 rBV 1610042 2491006 2.57% 0.892%
7 13.198 1748 1753 1764 rVB 745980 1125702 1.16% ©.403%
8 13.622 1820 1825 1833 rVB 1670630 2683378 2.77%  ©0.961%
9 14.281 1919 1937 1942 rBV3 19888940 96946869 100.00% 34.726%
10 14.351 1942 1949 1953 rVV4 564725 1350012 1.39% 0.484%

11 14.398 1953 1957 1962 rVV 2177457 3216116 3.32% 1.152%
12 14.463 1962 1968 1979 rVV2 1441447 3782994  3.90% 1.355%
13 14.645 1984 1999 2002 rBV 19110819 56544394 58.33% 20.254%
14 14.681 2002 2005 2011 rVB2 2101920 3403819 3.51% 1.219%
15 14.793 2011 2024 2030 rBV 18403984 50340123 51.93% 18.032%

16 14.904 2040 2043 2049 rVB3 867626 1293604 1.33% 0.463%
17 15.522 2145 2148 2153 rVB2 998923 1323616 1.37% 0.474%
18 15.634 2163 2167 2171 rVB 1290443 1740593 1.80% ©.623%
19 15.734 2180 2184 2189 rBV 762268 1311115 1.35% 0.470%
20 15.787 2190 2193 2198 rVV3 718317 1065896 1.10% ©0.382%
21 16.451 2302 2306 2311 rVB 918677 1301633 1.34% ©.466%
22 16.675 2341 2344 2348 rVB 1514521 1737699 1.79% 0.622%
23 17.845 2540 2543 2549 rVB 946741 1167068 1.20% 0.418%
24 19.216 2772 2776 2779 rBV 1013665 1174774 1.21% 0.421%
25 19.469 2816 2819 2826 rVB 827158 1030127 1.06% ©0.369%
26 19.563 2832 2835 2846 rVB 1619383 2012769 2.08% 0.721%
27 19.880 2886 2889 2894 rVB 1288667 1348783 1.39% 0.483%
28 20.363 2967 2971 2976 rVB 2292262 2517493 2.60% ©0.902%
29 20.775 3038 3041 3044 rBV 985149 1174399 1.21% 0.421%
30 20.816 3044 3048 3055 rVB 3159018 3731111 3.85% 1.336%
31 21.080 3090 3093 3098 rVB 1291939 1605437 1.66% ©.575%
32 21.239 3116 3120 3126 rVB 3156544 3875029 4.00% 1.388%
33 21.669 3188 3193 3197 rVB 3277878 4180760 4.31%  1.498%
34 22.122 3265 3270 3279 rVB 2948336 4147571 4.28% 1.486%
35 22.622 3350 3355 3360 rBV 2271543 3507799 3.62% 1.256%
36 23.186 3445 3451 3457 rVB 1590959 3029489 3.12% 1.085%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample : L4130-01 2X

Misc

ALS Vvial : 15 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 : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.286 3464 3468 3474 rVB2 900856 1581980 1.63% 0.567%
38 23.821 3554 3559 3568 rVB 1247428 2486901 2.57% ©0.891%

Sum of corrected areas: 279178148
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP003389.D\data.ms
2e+07

1.5e+07
1le+07

5000000

5.187 6.5¢%781 7.569 10.352

N

0‘\\\\‘\\\\‘\\\\‘\\\\‘\/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘/\V\\\‘\\\\‘\{%‘\\\\‘\\\\‘\\\[\\_‘/P\\\\‘\\\\‘\
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP003389.D\data.ms

2e+07 14/2814181%93

1.5e+07

1le+07

5000000 20.3¢
19.214%38%.880

12.840 13.622
13.198

-t
Time--> 12.00 1250 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP003389.D\data.ms
2e+07

1.5e+07

1le+07

5000000 20816212392166922122

O ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 2050 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 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_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 1-Butanamine, N-butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.569 82.63 ng 4072740  1,4-Dichlorobenzene-d4 7.569

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Butanamine, N-butyl- 129 C8H19N 000111-92-2 91

2 4-Ethylamino-n-butylamine 116 C6H16N2 064429-16-9 78

3 n-Butylethylenediamine 116 C6H16N2 019522-69-1 64

4 Dibutylsulfamic acid 209 C8H19NO3S 090225-81-3 56

5 1-Butanamine, N,N-diethyl- 129 C8H19N 004444-68-2 53

Abundance Scan 626 (6.569 min): BP003389.D\data.ms (-618) (-) m/z 86.05 100.00%

86.0

—

5000
R E
H 6.20 6.40 6.60 6.80
Ob bl | 116492231 3146377843594973 ./, as.05 66.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13045: 1-Butanamine, N-butyl-
86.0
5000 L L NN B B I
6.20 6.40 6.60 6.80
2 m/z 41.10 15.74%
O‘\J\|\J‘J‘\\‘\\‘\\‘\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8259: 4-Ethylamino-n-butylamine
44.0
R R
6.20 6.40 6.60 6.80
5000 m/z 57.10 15.27%
‘ |  p16.0
o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8256: n-Butylethylenediamine T
86.0 6.20 6.40 6.60 6.80
m/z 129.00 9.14%
5000
28.
O s e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1,1'-Biphenyl, 2,3'-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.793 10.39 ng 50340100 Acenaphthene-d10 14.234
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,3'-dimethyl- 182 C14H14 000611-43-8 97
2 2,2'-Dimethylbiphenyl 182 C14H14 000605-39-0 97
3 Benzene, 1-methyl-4-(phenylmethyl)- 182 C14H14 000620-83-7 94
4 Benzene, 1l-methyl-3-(phenylmethyl)- 182 C14H14 000620-47-3 94
5 1,1'-Biphenyl, 2,4'-dimethyl- 182 C14H14 000611-61-0 94

Abundance Scan 2024 (14.793 min): BP003389.D\data.ms (-2011) (-  m/z 167.15 100.00%

16V7.2
5000
91.1 J 14.50 15.00
Obrrpthbg e LI 243.73004 412.7469.45264 /7 187,15  63.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47329: 1,1'-Biphenyl, 2,3'-dimethyl-
167.0
5000 1t —
14.50 15.00
89.0 m/z 165.10 41.84%
O%?\-Pf\J‘TJMWH‘}\H\‘\HQ“\\\“\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47311: 2,2'-Dimethylbipheny
167.0
——4 —
14.50 15.00
5000 ITI/Z 166.15 25.32%
89.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47339: Benzene, 1-methyl-4-(phenylmethyl)- — —
167.0 14.50 15.00
m/z 152.00 16.50%
5000
44.0 1050
AIUIVYY Aot ¥ NSRRI B Sy 'V I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzenemethanol, .alpha.-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.634 20.03 ng 1740590  Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, .alpha.-methyl-... 198 C14H140 000599-67-7 74
2 Methyl benzilate 242 (C15H1403 000076-89-1 72
3 Benzilamide 227 C14H13NO2 004746-87-6 72
4 Trimethylsilyl dimethyl phosphate 198 C5H1504PSi 018135-13-2 72
5 Benzoyldiphenylmethanol 288 C20H1602 004237-46-1 64

Abundance Scan 2167 (15.634 min): BP003389.D\data.ms (-2163) (- m/z 183.10 100.00%

183.1
105.0
5000
43.1 —— Lo
‘ 15.50 16.00
Obrtbki oLl 2482 32583884 46555252 ./, 105.00  68.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59878: Benzenemethanol, .alpha.-methyl-.alpha.-pheny!|
188.0
105.0
43.0
5000 — —
15.50 16.00
m/z 77.05 34.17%
O‘\\1\#1\L\l‘A\\\f\N\l\l}\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95732: Methyl benzilate
183.0
—— —
105.0 15.50 16.00
5000 m/z 43.10  17.95%
OL5'0 J | ‘ l 242.0 /\JM
R B I R AR AR AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83532: Benzilamide T —
105.0 183.0 15.50 16.00
m/z 184.10 13.42%
5000
Y eyl S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl5.787 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.787 12.27 ng 1065900  Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 47
2 Heptane, 2,3-epoxy- 114 C7H140 014925-96-3 27
3 tert-Hexadecanethiol 258 C16H34S 025360-09-2 25
4 Oxalic acid, 6-ethyloct-3-yl eth... 258 C14H2604 1000309-33-9 25
5 Propanoic acid, 2-methyl-, decyl... 228 C14H2802 005454-22-8 25

Abundance Scan 2193 (15.787 min): BP003389.D\data.ms (-2190) (-  m/z 45.05 100.00%

45.0
5000
l 140.1 ~—— e
15.50 16.00
- “.“‘M‘H\‘f,uﬂ??%%snlw34‘2_1” 4239 5104 /2 57.10  66.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 — e
15.50 16.00
5.0 m/z 89.10 61.53%
‘ ‘ H F ~ 196.0
O‘\l\ul\‘\\\\‘“\‘I\l\l’“\l\\\\’\\l\z\s‘\S\.Q\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7483: Heptane, 2,3-epoxy-
85.0
= .
15.50 16.00
5000 m/z 43.10  58.31%
O‘\\\ ‘H‘u“\\u,\u\,\u\‘uu‘\\u‘uu‘uu‘uu‘uu‘\ M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109272: tert-Hexadecanethiol —— —
57.0 15.50 16.00
m/z 85.10 52.52%
h M
o"\”&lh“,hll00 e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Methanone, (3-methylphenyl)... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.451 14.98 ng 1301630  Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanone, (3-methylphenyl)phenyl- 196 C14H120 000643-65-2 98
2 Methanone, (4-methylphenyl)phenyl- 196 C14H120 000134-84-9 90
3 Cyclopropyl diphenyl carbinol 224 C16H160 1000342-65-1 43
4 Benzaldehyde, 3,4,5-trimethoxy- 196 C10H1204 000086-81-7 38
5 Benzeneacetic acid, 2,5-dimethoxy- 196 C10H1204 001758-25-4 27
Abundance Scan 2306 (16.451 min): BP003389.D\data.ms (-2302) (- m/z 119.10 100.00%
119.1
196.1
5000
—
5W ‘ | 16.50
Obrribddd bl 4 V| 262132923867 4825549. ./, 196,10 81.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58259: Methanone, (3-methylphenyl)phenyl-
119.0
196.0
5000
16.50
m/z 105.00  59.72%
SLT
O \\\‘\i‘\‘\‘\‘f“\ \\f\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58260: Methanone, (4-methylphenyl)phenyl-
119.0
——
196.0 1650
5000 ' m/z 77.05 42.18%
sl
0 et e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81218: Cyclopropy! diphenyl carbinol 7
105.0 196.0 16.50
m/z 91.10 41.62%
5000
ot lsd
0 H‘JJ;““‘M“MM“J,\u\w_‘H_m_‘H_m‘w‘w‘w_ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Methanone, (4-methylphenyl)... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.675 20.00 ng 1737700 Phenanthrene-d16 16.986

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methanone, (4-methylphenyl)phenyl- 196 C14H120

2 Methanone, (3-methylphenyl)phenyl- 196 C14H120

3 Ethanedione, (4-methylphenyl)phe... 224 C15H1202
4 2,5-Pyrrolidinedione, 1-[(4-meth... 233 C12H11NO4
5 Cyclopropyl diphenyl carbinol 224 C16H160

Abundance Scan 2344 (16.675 min): BP003389.D\data.ms (-2341) (-

000134-84-9 97
000643-65-2 93
002431-00-7 52
083039-57-0 46
1000342-65-1 38

m/z 119.10 100.00%

119.1
196.1
5000
—r —
SLT’ ’ ‘ 16.50 17.00
bt b s 1L 263:4  347.9405.846225188 17 196.10  61.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58249: Methanone, (4-methylphenyl)phenyl-
119.0
196.0
A
5000 = —
16.50 17.00
m/z 91.10 31.80%
o
O\\J\“}\l\\‘l\‘\\\‘l\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58258: Methanone, (3-methylphenyl)phenyl-
119.0
—r —
196.0 16.50 17.00
5000 m/z 105.00  28.34%
51.0
0 Hu;"“m\_ "‘uu“u‘wwwwwm‘_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81132: Ethanedione, (4-methylphenyl)phenyl- P ——
119.0 16.50 17.00
m/z 77.10 26.09%
5000
51.0
‘l’ \ 224.0
O b e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Octaethylene glycol monodod... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.845 13.43 ng 1167070  Phenanthrene-d10 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octaethylene glycol monododecyl ... 538 C28H5809 003055-98-9 53
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 52
3 Hexaethylene glycol 282 C12H2607 002615-15-8 50
4 Tetraethylene glycol monododecyl... 362 C20H4205 005274-68-0 50
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 49

Abundance Scan 2543 (17.845 min): BP003389.D\data.ms (-2540) (-  m/z 45.10 100.00%

45.1
5000
‘h ‘ \ 2282 1750 1800
ol ik My, lL 1 £570292.1354.3416.1 480.1540.5 1/ 89.10  62.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #238332: Octaethylene glycol monododecy! ether
43.0
5000
1750 1800
133 0 m/z 57.10  46.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196474: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth
45.0
— ——
17.50 18.00
5000 m/z 43.10 46.49%
133.0
ol bl [ 2070 2830
_"w"H‘H“_“W‘H“H“_‘H“H“H‘w“u“u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128695: Hexaethylene glycol “ —
45.0 17.50 18.00
m/z 85.10 40.34%
5000
133.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 9,10-Anthracenedione, 2-met... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.216 14.63 ng 1174770 Chrysene-d12 21.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione, 2-methyl- 222 C15H1002 000084-54-8 95
2 9,10-Anthracenedione, 1-methyl- 222 C15H1002 000954-07-4 91
3 Phenindione 222 C15H1002 000083-12-5 83
4 Benzalphthalide 222 C15H1002 000575-61-1 80
5 Heteroxanthine, 1,3-diethyl- 222 C10H14N402 031617-39-7 46

Abundance Scan 2776 (19.216 min): BP003389.D\data.ms (-2772) (-~ m/z 165.10 100.00%

165.1222.1
5000
— —
89.0 19.00 19.50
ol it b b H1 32803802 45635134 10000 10 06,37
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79313: 9,10-Anthracenedione, 2-methyl-
165.0222.0
5000 —— —
19.00 19.50
82.0 m/z 194.10  46.26%
O \\‘l\l“\m{‘h\‘m;'l‘P‘\‘\‘Li‘\‘\l\f““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79314: 9,10-Anthracenedione, 1-methyl-
222.0
165.0
— —
19.00 19.50
5000 ITI/Z 166.10 32.92%
82.0 \
0 "\}wﬁ"x‘"m‘Mujm“u N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79297: Phenindione 7 —
222.0 19.00 19.50
165.0 m/z 164.10 16.55%
5000
76.0
o““H'W"l — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Hexaethylene glycol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.469 12.83 ng 1030130 Chrysene-d12 21.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 90
2 Heptaethylene glycol 326 C14H3008 005617-32-3 86
3 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 72
4 Pentaethylene glycol 238 C10H2206 004792-15-8 64
5 Diisobutyl (oxybis(ethane-2,1-di... 306 C14H2607 1000378-30-5 50

Abundance Scan 2819 (19.469 min): BP003389.D\data.ms (-2816) (- m/z 45.10 100.00%
45.1

—

5000
133.1
1 h\ i M 1951 2831  391.34524 546. 19.50
O MBI g TS ST ST e m/z 89.10 84.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128695: Hexaethylene glycol
45.0
5000 U
19.50
m/z 43.10 38.81%
133.0
O‘\\JUI‘IIWIU\]Wf‘\\f“\[\\195’.\0\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165400: Heptaethylene glycol
45.0
——
19.50
5000 m/z 57.10 34.49%
133.0
obaliih, | 2070 2830
A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #34052: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]- P
45.0 19.50
m/z 85.10 31.58%

5000

B

H 1#3.0
ol Ll

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Tricosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.881 16.80 ng 1348780 Chrysene-d12 21.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 2889 (19.880 min): BP003389.D\data.ms (-2886) (-  m/z 57.10 100.00%
57.1

2000 LJ\WJ\
— —
1 FE 1672 - 19.50 20.00
obr UL 1 2972 26723259 4083 4944 1 51 10 s4.e6%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164577: Tricosane
57.0
5000 — —
19.50 20.00
m/z 85.10 70.62%
‘ 1 324.0
J “JF}HAHHZ@ ‘x
O‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
— —
19.50 20.00
5000 m/z 43.10 63.34%
‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘“‘H,H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo- “ 7
57.0 19.50 20.00
m/z 41.10 29.58%
5000
225.0
Itk
o"ut‘_WHHMWW“““‘3“539“””“”Wm_ - —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.363 31.36 ng 2517490 Chrysene-d12 21.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Tetracosane 338 (C24H50 000646-31-1 97
3 Octadecane 254 C18H38 000593-45-3 96
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2971 (20.363 min): BP003389.D\data.ms (-2967) (- m/z 57.10 100.00%
57.1

r

5000
‘ Ff?. 1072 20.00 20.50
orr kbl L[ 1972 2673 3383 4430 5281 .. 7110  83.41%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000 - —

20.00 20.50
m/z 85.10 70.36%

L IPFIA‘J970 296.0
O‘\H\’\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\“H“‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane
57.0
— —
20.00 20.50
5000 ITI/Z 43.10 64.16%

L f 17 2970 2670 3980

.

O b b b L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105885: Octadecane
57.0 20.00 20.50
m/z 41.10 28.96%
5000

0 J LIHFI\,19602540
RRRRAREASD SR ARRANSARANRALAS SARAASARBARARSA BARA SARRN Y

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Heptaethylene glycol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.775 14.63 ng 1174400 Chrysene-d12 21.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexaethylene glycol 282 C12H2607 002615-15-8 90
2 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 90
3 Heptaethylene glycol 326 C14H3008 005617-32-3 87
4 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 1000352-12-5 86
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hyd... 458 C20H42011 1000352-12-6 83

Abundance Scan 3041 (20.775 min): BP003389.D\data.ms (-3038) (-  m/z 45.10 100.00%

45.1
5000
133'1 T ‘ T T ‘ T
‘ 20.50 21.00
ol LA W‘ Uy 4991 273.1332.1390.2  489.4548. ./, 89 19  91.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128695: Hexaethylene glycol
43.0
5000 —T —
20.50 21.00
m/z 57.10 44.05%
133.0
0 1L i 1 l 195.0
‘\\!1‘f\\1[\!\\y\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #196473: 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]eth

ch

45.0
20.50 21.00
5000 ITI/Z 43.10 41.56%
133.0
ol ” ’ 207.0 283.0
‘HH‘HH“H‘,‘H“m“HH“HWm_m‘mwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #165401: Heptaethylene glycol T T
45.0 20.50 21.00
m/z 71.10 36.20%
h LH
133.0
Opribhr bbb 20702670 — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Hexadecane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.816 46.48 ng 3731110 Chrysene-d12 21.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 96
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3048 (20.816 min): BP003389.D\data.ms (-3044) (-  m/z 57.10 100.00%
57.1

2% J\%vJv¥ﬁA\/Avmmﬂk
‘ ‘ 2050  21.00
197.2 : '
om,“ulﬁ_w i 0l3,,3522 43735024 m/z 71.10  80.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
57.0
5000 — ——
20.50 21.00
2250 m/Z 85.10 69.95%
7.0
O‘\\J\%’\IIW\\J‘W\J\T[\‘\\\‘\\‘\\‘\\\\‘\\%?%9\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane
57.0
— —
20.50 21.00
5000 m/z 43.10 65.49%
L 2970 2670 3980
A R N T e R R KRR AR AR RRERRRERRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane — T
57.0 20.50 21.00
m/z 41.10 28.95%
5000 J\AJpWA&JAFJLAAWA*
o S aom0 200 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.239 48.27 ng 3875030 Chrysene-d12 21.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Docosane 310 C22H46 000629-97-0 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 3120 (21.239 min): BP003389.D\data.ms (-3116) (- m/z 57.10 100.00%
57.1

E

5000
‘ ]A } 79 2672 ( 21.00 21.50
IE——" _HH e 3003 4794 54TL m/z 71.18 79.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000 — —

21.00 21.50
m/z 85.10 70.05%

] HFﬁ ' 197.0  296.0
O‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane
57.0
— —
21.00 21.50
5000 ITI/Z 43.10 63.99%
L LTS 2570 2670 3380
A R N T e R R KRR AR AR RRERRRERRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153223: Docosane 7 —
57.0 21.00 21.50
m/z 41.10 27.22%
5000

LTI asro, 300

S U E B Wi A G

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Hexadecane, 2,6,10,14-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.669 52.08 ng 4180760 Chrysene-d12 21.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 94
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 3193 (21.669 min): BP003389.D\data.ms (-3188) (- m/z 57.10 100.00%
57.1
5000
—— —
‘ ' | Mlﬁn 197.2 2672 21.50 22.00
bt L DS, 2072 3373 4302 5234 /7 71,10 79.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane
57.0
5000 — =
21.50 22.00

127.0
‘ | J‘ ﬁ 1 197.0 267.0 338.0
O\J\\‘\I\\‘I\i\J\J\‘\l‘A\‘\\‘\\‘H\1\1\1\‘1\“\\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0

m/z 85.10 70.80%
— —

21.50 22.00
5000 m/z 43.10 62.41%
127.0
oL 702670 M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane e e
57.0 21.50 22.00

m/z 99.10  27.72%

) m
127.0
\‘ J II J‘ J J | .1970 281.0 394.0

[ R e e e e s e e e e EARAEEEREE s — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Heneicosane, 11-pentyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.122 51.67 ng 4147570 Chrysene-d12 21.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 99
2 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
4 Octadecane 254 C18H38 000593-45-3 93
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91

Abundance Scan 3270 (22.122 min): BP003389.D\data.ms (-3265) (-  m/z 57.10 100.00%
57.1

> /L\L/
— —
‘ \l 169. 22252 2952 22.00 22.50
0 m_Hw""‘l_m‘m 292:23513 4152 4913 m/z 71.10  82.34%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane
57.0
5000 — —
22.00 22.50
m/z 85.10 70.43%
3.0
SRTI Ty
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194505: Heneicosane, 11-pentyl-
43.0
—r —
22.00 22.50
5000 ITI/Z 43.10 61.56%
224.0
295.0
ol dlillasse | P00
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl- 7 T
57.0 22.00 22.50
m/z 99.10 27.35%
- M
113.0 39.0
0 |17 1690 2370996 03520
““‘H“‘H‘“H“‘H“‘H“H‘,‘H“‘H‘,‘H“‘H“‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.622 44.35 ng 3507800 Perylene-di2 23.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3355 (22.622 min): BP003389.D\data.ms (-3350) (-  m/z 57.10 100.00%
57.1

. LL
T —
' | r 2521 22.50 23.00
ol LbL AL 11942770 887.2 4084 4924 . 110 ga.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 — =
22.50 23.00
m/z 85.10 72.46%
il 239.0
O \\\J’\J\\\d‘\ﬁl\\\l‘l\‘\W\y\\\W‘\1\\(‘)18\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202263: Octadecane, 1-iodo-
57.0
T .
22.50 23.00
5000 ITI/Z 43.10 59.12%
253.0
W]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane — T
57.0 22.50 23.00
m/z 99.10  27.90%
L2910 a0 a0
‘H‘W‘H‘H‘w‘H‘W‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u“ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.186 38.30 ng 3029490 Perylene-di2 23.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3451 (23.186 min): BP003389.D\data.ms (-3445) (- m/z 57.10 100.00%
57.1

2% \,#JK/XA“/\\/A\/«J\
—— —
‘ }’ 2521 23.00 23.50
o‘u_Hw'\‘«\‘\‘lﬁf“}mw“‘3092 37934392 5183 n/7 71.10  86.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105884: Octadecane
57.0
5000 e ——
23.00 23.50
m/z 85.10 72.54%
oL L1278 so70asao
T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
—— —
23.00 23.50
5000 ITI/Z 43.10 56.20%
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane T —
57.0 23.00 23.50
m/z 99.10  27.40%
5000
AL as7o, 2820
om‘mu_"Muumuw"m‘m“HHWHWHWH_ —— I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample ¢ L4130-01 2X

Misc :

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Heneicosane, 11-(1-ethylpro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.822 31.44 ng 2486900 Perylene-di2 23.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 3559 (23.821 min): BP003389.D\data.ms (-3554) (-

m/z 57.10 100.00%

57.1
5000
113.1 — —
“ \ 169.2 23.50 24.00
ol AL FIT2252  309.2 379.2435.34923548. 1/, 7119  93.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
5000 — —
23.50 24.00
9.0 m/z 85.10 74.26%
||| 1550 225.0 295.0
O\y!h\\‘\’%\d\%[‘\l\\‘\‘\\l\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194499: Eicosane, 7-hexyl-
57.0
P e
23.50 24.00
5000 ITI/Z 43.10 54.45%
113.0
182.0
o LU 20 2eoam MJL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- “ T
57.0 23.50 24.00
m/z 99.10 27.02%
h MAL
113.0 239.0
0 [111T1690 259206,0352.0
A A A e e e e — —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092520\
Data File : BP©©3389.D

Acqg On : 25 Sep 2020 19:33
Operator : CG/JU

Sample : L4130-01 2X

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.M
Quant Title : 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|
1-Butanamine, N... 6.569 82.6 ng 4072740 1 7.569 985836 20.0
1,1'-Biphenyl, ... 14.793 10.4 ng 50340100 3 14.234 96946900 20.0
Benzenemethanol... 15.634 20.0 ng 1740590 4 16.986 1737700 20.0
unknown15.787 15.787 12.3 ng 1065900 4 16.986 1737700 20.0
Methanone, (3-m... 16.451 15.0 ng 1301630 4 16.986 1737700 20.0
Methanone, (4-m... 16.675 20.0 ng 1737700 4 16.986 1737700 20.0
Octaethylene gl... 17.845 13.4 ng 1167070 4 16.986 1737700 20.0
9,10-Anthracene... 19.216 14.6 ng 1174770 5 21.080 1605440 20.0
Hexaethylene gl... 19.469 12.8 ng 1030130 5 21.080 1605440 20.0
Tricosane 19.881 16.8 ng 1348780 5 21.080 1605440 20.0
Heneicosane 20.363 31.4 ng 2517490 5 21.080 1605440 20.0
Heptaethylene g... 20.775 14.6 ng 1174400 5 21.080 1605440 20.0
Hexadecane, 1-i... 20.816 46.5 ng 3731110 5 21.080 1605440 20.0
Tetracosane 21.239 48.3 ng 3875030 5 21.080 1605440 20.0
Hexadecane, 2,6... 21.669 52.1 ng 4180760 5 21.080 1605440 20.0
Heneicosane, 11... 22.122 51.7 ng 4147570 5 21.080 1605440 20.0
Heptadecane, 9-... 22.622 44.4 ng 3507800 6 23.286 1581980 20.0
Octadecane 23.186 38.3 ng 3029490 6 23.286 1581980 20.0
Heneicosane, 11... 23.822 31.4 ng 2486900 6 23.286 1581980 20.0
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