LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28 Instrument :

Operator : JU (B.‘,'I\!A_(t;S el
- _ lentosampleld :

3?22'6 : L1111-01 (OUTSIDE-BRICK

ALS Vial : 6 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 G\METHODS\8270-BG123019.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.131 3 7 25 rvB 230526 459808 5.40% 1.062%
2 4.453 225 232 249 rVB 1205215 1930215 22.67% 4 .459%
3 5.070 327 337 349 rBVY 4479968 8515091 100.00% 19.669%
4 5.528 408 415 425 rBV 1005825 1595213 18.73% 3.685%
5 7.115 676 685 697 rBY 1210305 2132200 25.04% 4.925%
6 7.479 738 747 756 rBV 1108247 1938406 22.76% 4_.478%
7 7.943 817 826 835 rBV 431742 747201 8.78% 1.726%
8 8.266 873 881 891 rBV 958789 1707894 20.06% 3.945%
9 9.101 1012 1023 1036 rBV 716570 1313553 15.43% 3.034%
10 10.746 1295 1303 1315 rBvV 567773 1044275 12.26% 2.412%

11 13.202 1714 1721 1731 rBV 1948397 3020762 35.48% 6.978%
12 14.024 1856 1861 1867 rBV 171188 285002 3.35% 0.658%
13 14.576 1948 1955 1965 rvv2 879017 1475127 17.32% 3.407%
14 15.111 2042 2046 2052 rBv4 70482 132009 1.55% 0.305%
15 15.851 2165 2172 2176 rBV 235984 467978 5.50% 1.081%

16 16.063 2203 2208 2213 rBV2 475924 722341 8.48% 1.669%
17 16.333 2246 2254 2260 rBV 676983 1339802 15.73% 3.095%
18 17.150 2389 2393 2398 rVB 616901 839276 9.86% 1.939%
19 17.320 2418 2422 2431 rBV 903523 1402059 16.47% 3.239%
20 19.935 2862 2867 2875 rVB 3030177 3964177 46.55% 9.157%

21 20.752 3003 3006 3009 rVB 87828 100944 1.19% 0.233%
22 21.233 3084 3088 3096 rVB4 486799 808256 9.49% 1.867%
23 21.568 3139 3145 3151 rBV 1007391 1602595 18.82% 3.702%
24 21.780 3177 3181 3187 rBV 247569 362156 4._.25% 0.837%
25 22.379 3277 3283 3294 rVB 368323 639935 7.52% 1.478%

26 23.055 3392 3398 3408 rVB 406659 774628 9.10% 1.789%
27 23.237 3424 3429 3438 rVB 68527 138190 1.62% 0.319%
28 23.836 3524 3531 3543 rBV2 382202 836782 9.83% 1.933%
29 24.682 3666 3675 3682 rBV2 620695 1694166 19.90% 3.913%
30 24.759 3682 3688 3699 rVB 302660 755463 8.87% 1.745%

31 25.851 3867 3874 3885 rvB2 185555 546597 6.42% 1.263%

Sum of corrected areas: 43292101
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG044037.D

4000000
3000000

2000000

4.45 7.11
5.53 7.48 8.27

9.10
704 A 10.75

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG044037.D

1000000

.13

4000000
19.93

3000000

2000000] 13-20

17.32
21.57

1000000

22.38

O o e A L I o o o o o o o LA A o e o B O LJNLA B e e o RO

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG044037.D

4000000
3000000
2000000

1000000 24,68

2305 2384 76
e || s

O T T T T o T T T T T T T T e T e e e

Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

3.13 12.31 ng 459808 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 7 (3.131 min): BG044037.D (-3) (-) m/z 73.10 100.00%
7B
5000 23 /\\
55 87
TTTTTTTT T T T T T T T T T
3.20 3.30 3.40 3.50
Ol el bl 498182 165 207 1 Tnzz 43.10  36.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RS U U U LR I
43 3.20 3.30 3.40 3.50
55 87 m/z 55.10 27.47%
A
"”I"”I"”I"'I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 U AN LA AN AR
3.20 3.30 3.40 3.50
5000 41 55 m/z 87.10 27.11%
0 | e
m/z--> 80 100 120 140 160 180 200
Abundance #1877: Acetamide, N-ethyl- T
30 3.20 3.30 3.40 3.50
m/z 71.10 11.91%
5000 43 87
15 72
0 d 53 ]
L UL UL UL UL UL LI S UL SR S HAS UL U U AR I
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\
Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator :© JU

Sample : L1111-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.45 51.67 ng 1930220 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 72

Abundance Scan 231 (4.447 min): BG044037.D (-225) (-) m/z 83.10 100.00%
55 83
5000 43 98
420 4.40 4.60 4.80
0 ...,....,....,...3?|,-':..‘.‘?I.'::.?l..??,...7?,....,....~,...., m/z 55.10 88.60%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 URRRE UL I LR
29 98 420 4.40 4.60 4.80
‘ m/z 43.10 39.70%
0 .|.‘ 37| Ay 49I | | 61 67 77 | 89 L
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #3168: 3-Hexen-2-one
83
43 55 420 440 460 480
5000 m/z 98.10 38.22%
29 98
1\5 \‘\ 37\‘ 1y | |
S S S S SR IR UL UL UL AL UL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- L
55 83 420 4.40 4.60 4.80
m/z 39.10 27 .95%
41
5000 7 o8
15 69
| .,..::M.34.a;J..4?HM UL 0 RN/ . S S NN —
m/z--> 10 20 30 40 50 70 80 90 100 420 4.40 4.60 4.80

8270-BG123019.M Wed Jan 15 17:13:12 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.07 227.92 ng 8515090 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 37
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 37
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33

Abundance Scan 337 (5.070 min): BG044037.D (-327) (-) m/z 43.10 100.00%
43
59
5000
101
83 ‘ 4.80 5.00 5.20 5.40
0 ..,....,....,....','.':..?.1.-!-!,-...‘??....,.-...,?.3..',....,.1.?‘?,....,....,...., m/z 59.10 74.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL L IR
4.80 5.00 5.20 5.40
59 101 m/z 101.10 30.01%
0 27 g6 51| 67 83 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.10 23.66%
68
0 [ 126 142
FAN INRARA LR IR L IR RN AR AR RN RSN LRSS AL SRS BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R A EEREE e E s m
59 4.80 5.00 5.20 5.40
m/z 41.05 13.98%
5000 43
31
15 ‘ | ‘\ ! 69 8\7
S e R RN AR AR RS AR KRR RARAN BARN LSRN LARS RSN SARRY R U L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown7.48 Concentration Rank 2

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

7.48 51.88 ng 1938410 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 747 (7.479 min): BG044037.D (-738) (-) m/z 132.00 100.00%
5000 68
© 5 || g Tions | 5 0 Tk Th
o gL e L Weus L m/z 68.10 40.77%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S A AR AR
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 32.92%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 25.64%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S L  EAREmmmms
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.25%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Tridecane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.85 6.34 ng 467978 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 81
2 Hexadecane 226 C16H34 000544-76-3 80
3 Dodecane. 5.8-diethvl- 226 Cl16H34 024251-86-3 78
4 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 74
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
Abundance Scan 2172 (15.851 min): BG044037.D (-2165) (-) m/z 57.10 100.00%
57
5000 a3 | 71 &FA/»WV,~,“/&«AJ~A~”“/JA
85 Mo AL
99 113 15.60 15.80 16.00 16.20
127 169 : : :
O et 141155169183197 211 233 250 n/z 71.10 49 . 90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59889: Tridecane, 2-methyl-
43 57
71
5000 LI BN SULL SN B
85 15,60 15.80 16.00 16.20
29 99 m/z 43.10 44 .65%
. . || | 131271411%° 183198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83026: Hexadecane
43 37 11
1560 15.80 16.00 16,20
5000 85 m/z 85.10 25.93%
99
29 113
oL Lol 127141155169183197211226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83038: Dodecane, 5,8-diethyl- e
57 15.60 15.80 16.00 16.20
m/z 41.10 24 _.01%
43
5000 n
85
‘ % 113 169
0 ...,....‘,‘...l,..‘..,....M,....,1.2]7..1,“.1.1.?5....1,5‘.%..‘ A0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Tridecane, 5-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.33 19.11 ng 1339800 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 93
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
3 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 80
4 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 80
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 80

Abundance Scan 2253 (16.327 min): BG044037.D (-2246) (-) m/z 57.10 100.00%

57 71
5000

99 113 16.00 16.20 16.40 16.60

m/z 71.10 80.65%

) 127141 155 169 183 198 215227 244

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83031: Tridecane, 5-propyl-

43 71

3

5000 LA L L L L L L L L
8 16.00 16.20 16.40 16.60
> m/z 43.10 58.00%
112
ol 30 o0 7127141154168 183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71 S
43 16.00 16.20 16.40 16.60
5000 m/z 85.10 33.06%
oh L |l ‘ 99 1}3127141155169183197
R o o e I o B L e s e ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83033: Tetradecane, 4-ethyl- R EERREEEEE
4B o 16.00 16.20 16.40 16.60
m/z 41.10 26.67%
5000 71 85

%

30 || ‘\ I %9 113127 141 155165 182 197 06

Y e e D S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16. 00 16. 20 16. 40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Nonane, 3,7-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.15 11.97 ng 839276 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 87
2 Hexadecane 226 C16H34 000544-76-3 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 86

Abundance Scan 2393 (17.150 min): BG044037.D (-2389) (-) m/z 57.10 100.00%
57
4
| 13 16.80 17.00 17.20 17.40
141 183 : : : :
Ol e el 168183199 229245 265 290 n/z 71.10 82 450
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28441: Nonane, 3,7-dimethyl-
g7
5000 R SR SR B B
4 85 16.80 17.00 17.20 17.40
m/z 43.10 54 _.84%
127
N 100 156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane
g7
16.80 17.00 17.20 17.40
5000 4 85 m/z 85.10 46 .50%
0 [ T 197 226 \j\ﬁuvdv,vv\Jw/\\MVKAJ\V\AU\f
m/z--> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane B e EEEREEEs
57 16.80 17.00 17.20 17.40
m/z 41.10 27 .59%
5000 4 85 VAuv”waVw~fJ\XAhJWW\mAﬁwA
ol 15 ‘ ‘ “ i ‘ l 13 L 141 169 197 225 253268 296
m/z--> 20 4b 60 éo 160 150 140 1éo 180 200 220 240 260 280 300 16.80 17.00 17.20 17.40

8270-BG123019.M Wed Jan 15 17:13:15 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Behenic alcohol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.23 10.09 ng 808256 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
Abundance Scan 3087 (21.227 min): BG044037.D (-3084) (-) m/z 57.10 100.00%
g7 83
5000 111 }k*”~/‘“*-~awf/\xwwu-~whﬁwﬂﬂw
139 21.00 21.20 21.40 21.60
A W | l J |07 208 239 279303328355 415 77 43.10 95.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 111 LA I L L L L L B L L
mmmmmmmm
- m/z 83.10 92.53%
oL | L | ,1§7 196 224 252 280 308
m/z--> éo 100 150 260 2%0 360 3%0 460
Abundance #155046: 1-Heneicosanol
55 83
' 21.00 21.20 21.40 2160
5000 111 m/z 55.10 91.67%
29
oLl [ |} 133% 167 106530 260 20s
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance #69584: Cyclopentadecane R ERRREE R
55 21.00 21.20 21.40 21.60
83 m/z 69.10 82.70%
5000
29 111
‘ \ } l 139 182 210
0..h.,t...h..hw,..w.,l... N i
m/z--> 50 100 150 200 250 300 350 400 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Tetratetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

21.78 4.52 ng 362156 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 3181 (21.780 min): BG044037.D (-3177) (-) m/z 57.10 100.00%

57
5000

99 IIIIIIIIIIIIIIIIIIIIII
21.40 21.60 21.80 22.00
41 183
Olprrrky 1,1}, B LA — m/z 71.10 76.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 TTTT TT T T[T T T T[T TrT T

21,40 21.60 21.80 22.00
m/z 43.10 67.72%

141 183 225 267 309 351 393 435 491 535 574 617

0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #175559: Tetracosane
5[7
BRE R RS e
21.40 21.60 21.80 22.00
5000 m/z 85.10 53.59%
99
o 141 183 225 338
s L e L S T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane R A ER AR
57 21.40 21.60 21.80 22.00
m/z 55.10 25.26%
5000
99
ob_26] I 1)) 141 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21. 40 21. 60 21. 80 22. 00

8270-BG123019.M Wed Jan 15 17:13:16 2020 Page: 11



Data Path :

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28
Operator : JU

Sample - L1111-01

Misc :

ALS Vial :

Quant Method
Quant Title

TIC Library :

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011420\

6 Sample Multiplier: 1

C:\Database\NIST11.L
LSCINT.P

OUTSIDE-BRICK

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 10

Peak Number

12 Hexacosane

R.T. EstConc Relative to ISTD R.T.
23.05 9.67 ng 774628 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 3397 (23.049 min): BG044037.D (-3392) (-) m/z 57.10 100.00%
57
85 J
5000
R SUNI SRS BN SR
113 22.80 23.00 23.20 23.40
141
o234 L LA ) 107 225 253 280 323 3857 | nsz 71.10 69.72%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 RN SR SRR B B
22. 80 23. oo 23 20 23. 40
m/z 43.10 66.33%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 260 250 360 3%0 '
Abundance #194493: Hexacosane
57
2280 23.00 23.20 23.40
5000 85 m/z 85.10 53.43%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 250 360 350 '
Abundance #215181: 2-methyloctacosane S SRR RREEEEEEE e
57 22.80 23.00 23.20 23.40
m/z 55.10 21.94Y%
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 2280 2300 2320 2340

8270-BG123019.M Wed Jan 15 17:13:16 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.84 9.88 ng 836782 Perylene-di12 24 .69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Hexacosane 366 C26H54 000630-01-3 94
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 81
Abundance Scan 3532 (23.842 min): BG044037.D (-3524) (-) m/z 57.10 100.00%
57 m
85
5000
113 " 23160 23.80 24.00 24.20
141 . . . )
oL 1Ll ‘l .| A- 109 107 224 253 281302 337387 | nsz 71.10  72.56%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R AR U
23. 60 23. 80 24. oo 24. 20
m/z 43.10 62.30%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57
" 23160 23.80 24.00 24.20
5000 85 m/z 85.10 54 _.58%
. 290 1) (128 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 2%0 360 350 '
Abundance #215181: 2-methyloctacosane AR EREE S S S
57 23.60 23.80 24.00 24.20
m/z 55.10 23.36%
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 23. 60 23. 80 24.00 24. 20

8270-BG123019.M Wed Jan 15 17:13:17 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.76 8.92 ng 755463 Perylene-d12 24 .69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3688 (24.759 min): BG044037.D (-3682) (-) m/z 57.10 100.00%
5000 /\y
T
155 24.40 24.60 24.80 25.00
o 183 211 253 282 308 341365 399 429 m/z  71.10 74 _50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 U AR DR
mmmmmm%m
m/z 43.10 63.65%
. 29 | |74 169 197 225 253 282
m/z--> 55 100 150 200 250 360 3%0 460
Abundance #94344: Heptadecane
57
24.40 24.60 24.80 25.00
5000 85 m/z 85.10 54_.73%
29
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane e AR EReas S e e
57 24.40 24.60 24.80 25.00
m/z 55.10 23.72%
5000 ] M’/\ww
113
o2, ] 1] 177,141 169 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 24 40 24. 60 24. 80 25 00 '

8270-BG123019.M Wed Jan 15 17:13:17 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011420\

Data File : BG044037.D

Aca On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 15 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
25.85 6.45 ng 546597 Perylene-di12 24 .69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3874 (25.851 min): BG044037.D (-3867) (-) m/z 57.10 100.00%
57
R BRI SR R B
141 169 25.60 25.80 26.00 26.20
o...3.,....1| L 97225258 2% %9 Tnyz 71.10  72.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 LR SR SURELS BN B
%m%m%m%m
29 m/z 43.10 56.55%
oL | | M8 141 169 197 205 253 281 309 337 365 394
m/z--> 55 160 1éo 260 250 300 3%0 460
Abundance #141426: Heneicosane
57
o ' 25:60 25.80 26.00 26.20
5000 m/z 85.10 50.46%
29 113
oL L. |1, J (141 169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3éo 460
Abundance #175557: Tetracosane L aa .
57 25.60 25.80 26.00 26.20
m/z 55.10 24 .66%
- T V\W\/M\‘M
29
ol ] /112 141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 250 300 350 460 2560 2580 2600 2620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG011420\

Data File : BG044037.D

Acg On : 14 Jan 2020 15:28

Operator : JU

a?ggle i L1111-01 OUTSIDE-BRICK
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
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]
Butane, 2-methoxy... 3.13 12.3 ng 459808 1 7.95 747201 20.0
3-Penten-2-one, 4. .. 4.45 51.7 ng 1930220 1 7.95 747201 20.0
2-Pentanone, 4-hy... 5.07 227.9 ng 8515090 1 7.95 747201 20.0
unknown7 .48 7.48 51.9 ng 1938410 1 7.95 747201 20.0
Tridecane, 2-methyl- 15.85 6.3 ng 467978 3 14.58 1475130 20.0
Tridecane, 5-propyl- 16.33 19.1 ng 1339800 4 17.32 1402060 20.0
Nonane, 3,7-dimet... 17.15 12.0 ng 839276 4 17.32 1402060 20.0
Behenic alcohol 21.23 10.1 ng 808256 5 21.57 1602600 20.0
Tetratetracontane 21.78 4.5 ng 362156 5 21.57 1602600 20.0
Hexacosane 23.05 9.7 ng 774628 5 21.57 1602600 20.0
Heneicosane 23.84 9.9 ng 836782 6 24.69 1694170 20.0
Eicosane 24.76 8.9 ng 755463 6 24.69 1694170 20.0
Octacosane 25.85 6.5 ng 546597 6 24.69 1694170 20.0

8270-BG123019.M Wed Jan 15 17:13:18 2020 Page: 16



