LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\
Data File : BG044219.D
Aca On - 27 Jan 2020 17:30 Instrument :
Operator : CG/JU (B.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 5.511 404 412 426 rBV 625022 1061073 19.45% 3.310%
2 6.980 654 662 671 rBV 79996 202235 3.71% 0.631%
3 7.098 673 682 703 rVB 393193 781302 14.32% 2.438%
4 7.932 816 824 831 rBV 304264 532416 9.76% 1.661%
5 7.996 831 835 846 rvVv 57477 104837 1.92% 0.327%
6 8.255 871 879 887 rBVY 1208847 2158498 39.57% 6.734%
7 9.083 1012 1020 1029 rBV 980215 1787847 32.77% 5.578%
8 9.172 1029 1035 1042 rVB2 42397 79556 1.46% 0.248%
9 10.094 1176 1192 1205 rBV2 129530 367088 6.73% 1.145%
10 10.729 1293 1300 1309 rBvV 416630 767014 14.06% 2.393%

11 12.867 1658 1664 1670 rBvV2 105733 195387 3.58% 0.610%
12 13.190 1711 1719 1736 rBV 2702596 4405853 80.76% 13.746%
13 13.484 1763 1769 1781 rBvV4 29663 68733 1.26% 0.214%
14 13.608 1783 1790 1799 rvv4 32605 69023 1.27% 0.215%
15 14.013 1852 1859 1871 rVB 98919 171890 3.15% 0.536%

16 14.565 1945 1953 1961 rBvV2 708397 1200489 22.01% 3.745%
17 14.636 1961 1965 1974 rVB2 32807 77147 1.41% 0.241%
18 14.836 1993 1999 2011 rBV3 55158 117435 2.15% 0.366%
19 15.000 2017 2027 2040 rBV 223647 434058 7.96% 1.354%
20 15.517 2109 2115 2119 rBV 47504 64870 1.19% 0.202%

21 15.576 2119 2125 2129 rBV2 57857 98167 1.80% 0.306%
22 16.052 2200 2206 2219 rVB 2024432 3152021 57.78% 9.834%
23 16.310 2243 2250 2259 rVB 59206 114958 2.11% 0.359%
24 16.398 2259 2265 2269 rBV 106937 175112 3.21% 0.546%
25 16.457 2271 2275 2281 rVB2 91496 169291 3.10% 0.528%

26 16.516 2281 2285 2290 rBV2 90138 121530 2.23% 0.379%

27 16.563 2290 2293 2296 rBV 55200 66313 1.22% 0.207%
28 16.722 2314 2320 2327 rBV4 178550 307655 5.64% 0.960%
29 16.786 2327 2331 2334 rBV 76820 98671 1.81% 0.308%
30 16.857 2340 2343 2349 rVB 55430 80643 1.48% 0.252%

31 17.062 2372 2378 2392 rBV4 144446 332804 6.10% 1.038%
32 17.309 2411 2420 2426 rBV 784473 1285711 23.57% 4.011%
33 18.214 2569 2574 2581 rBV2 119810 196276 3.60% 0.612%
34 19.924 2859 2865 2876 rBV 3987916 5455489 100.00% 17.021%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

3?22'6 - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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

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

Method
Title

35 21.228 3082 3087 3106 rBV 301729 645512 11.83% 2.014%

36 21.557 3136 3143 3156 rVB 782606 1295438 23.75% 4.042%
37 21.769 3174 3179 3188 rVB 112042 168924 3.10% 0.527%
38 22.356 3274 3279 3285 rBV 179685 291972 5.35% 0.911%
39 23.032 3387 3394 3402 rVB 223902 418375 7.67% 1.305%
40 23.807 3519 3526 3538 rBVY 229072 494476 9.06% 1.543%

41 24.665 3660 3672 3678 rBV2 480273 1369996 25.11% 4.274%
42 24.724 3679 3682 3693 rVvB2 211258 443979 8.14% 1.385%

43 25.817 3857 3868 3878 rBV3 139810 417995 7.66% 1.304%
44 27.121 4080 4090 4099 rBV4 61526 203959 3.74% 0.636%

Sum of corrected areas: 32052018
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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: BG044219.D
4000000

3000000

2000000

1000000 9.08

5.51

7.10 703 10.73

6. .00 17 10.09 12

L e e S L ¥ N 1 - A

Time--> 3.50 400 450 500 550 6.00 650 700 7.50 8.00 850 9.00 9.50 1000 10.50 11.00 1150 1200 1250

Abundance TIC: BG044219.D
4000000 19,92

3000000
13.19

16.05
2000000

1000000
14.57 1731 21.56

21.23

15,00 22.36
132$11401  hpash  1mm8 || 18 06 18.21 I 2177 2

(O o o e T B o B B LA o iy o e i e S e L e B e i B

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: BG044219.D
4000000

3000000

2000000

1000000

24.67

23.03 23.81 12 25.82 27.12

O AR EEEEE R AR RS A R L e A L e L e R RABARE

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\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 Hexanoic acid Concentration Rank 3

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

6.98 7.60 ng 202235 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Propanedioic acid. propvl- 146 C6H1004 000616-62-6 74
3 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 64
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 37

Abundance Scan 662 (6.980 min): BG044219.D (-654) (-) m/z 60.10 100.00%
60
73
5000 /\\v\“_—_
41
87 6.60 6.80 7.00 7.20 7.40
o..,....,....,....|,“.|..,??|.'|. el s | e 7300 55.22%
m/z--> 10 20 30 40 60 70 80 90 100 110
Abundance #8071. Hexanoic acid
60
5000 73 R L RN R
a1 6.60 6.80 7.00 7.20 7.40
07 a7 m/z 41.05 33.80%
0 15 [ \‘ | 67 80 | 99
m/z--> 15 25 §o Jo 50 60 75 éo §o 160 1io
Abundance
44 60
6.60 6.80 7.00 7.20 7.40
5000 73 m/z 45.00 19.97%
29
38 53 87
e S U S S I UL IS SIS SIS WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4275: Butanoic acid, 3-methyl-
60 6.60 6.80 7.00 7.20 7.40
m/z 39.10 19.39%
5000 43
- ‘ 87
o 15 L 37 ‘ 53, 69 101
m/z--> 1'0 2'0 3'0 4'0 5'0 60 7'0 8|0 9'0 1(')0 11'0 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 1-Hexanol, 2-ethyl- Concentration Rank 12

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

8.00 3.94 ng 104837 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptane. 1.17-oxvbis- 214 C14H300 000629-64-1 50
3 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 45
4 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 45
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 43

Abundance Scan 836 (8.002 min): BG044219.D (-831) (-) m/z 57.10 100.00%
7
5000
41
70 83
%8 1, 7.60 7.80 8.00 8.20 8.40
o} — m/z 41.10 35.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 7.60 7.80 8.00 8.20 8.40
29 ‘ 70 g3 m/z 43.10 32.97%
98
0..:.L8|.‘.“..‘l‘...‘.‘luu“‘..|‘l...‘|..1]l-2.|....|....|....|
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
7.60 7.80 8.00 8.20 8.40
5000 m/z 55.05 24 .18%
43 70
29 98
ol 15 83 107117 135 148 171
LA PR L N S UURLELEL SURLEL L SO DA
m/z--> 20 40 60 80 100 120 140 160
Abundance #19191: Octane, 2,3-dimethyl-
57 7.60 7.80 8.00 8.20 8.40

m/z 83.10 19.89%

5000 41 98
70
29
N

w 1l 5 142

m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 Bicyclo[2.1.0]pentane Concentration Rank 15

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

9.17 2.99 ng 79556 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.1.0lpentane 68 C5H8 000185-94-4 64
2 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 59
3 2-Cvclopenten-1-one. 4-methoxv- 112 C6H802 061322-97-2 47
4 Spiropentane 68 C5H8 000157-40-4 43
5 1-Pentyne 68 C5H8 000627-19-0 42

Abundance Scan 1035 (9.172 min): BG044219.D (-1029) (-) m/z 67.10 100.00%
67
53
5000 112
39

8.80 9.00 9.20 9.40 9.60

81 97 125
Ol il el S R | Tm/z 53.10  53.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #454: Bicyclo[2.1.0]pentane
67
5000 39
53 8.80 9.00 9.20 9.40 9.60
27 ‘ ‘ m/z 112_.00 49 _33%
0 | ‘\‘\ . l
L o R B I s s o e e SR S S n e S ]
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
53 67
8.80 9.00 9.20 9.40 9.60
5000 27 m/z 68.10 32.45%
39
0 46 60
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6396: 2-Cyclopenten-1-one, 4-methoxy-
53 84 112 8.80 9.00 9.20 9.40 9.60
27 m/z 39.10 23.94%
5000 43
69
97
o..,...:‘,...z;....lH...‘,...:,‘....‘i.‘.‘..,....,....,‘...,....,....,...., e i =
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 880 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 5 n-Decanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.87 3.26 ng 195387 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 Heptanoic acid 130 C7H1402 000111-14-8 47
3 Alpha-1-rhamnopvranose 164 C6H1205 035810-56-1 47
4 Hexanoic acid 116 C6H1202 000142-62-1 43
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 43
Abundance Scan 1664 (12.867 min): BG044219.D (-1658) (-) m/z 73.00 100.00%
7B
41
5000 129
87 101 115 143 12.60 12.80 13.00 13,20
o 5 L-rm...",'..'~:|.,..-..,'....,..1?2], m/z 60.00 94.44%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39474: n-Decanoic acid
60 78
129
5000 LRI U U ---- Pt
43 nmnmmmmw
87 115 m/z 41.10 57.23%
‘ 101 143 172
o....,..”,hhfwﬂ.ﬁﬂ.HM.JQ.J!.“.u.,M.#ﬁ,.u.,
m/z--> 20 40 60 80 100 120 140 160
Abundance
60
73 1260 12.80 13.00 13.20
5000 m/z 55.10 52.04%
43 87
29
0 18 101 445 131
miz--> 20 40 60 80 100 120 140 160
Abundance #33896: Alpha-I-rhamnopyranose P o T TR T
60 73 nmnmmmmw
m/z 57.05 50.24%
5000 43
29
18 84
ol -‘-“‘. .‘HHl .‘M ]l Iulml . 108 “. ]|11|9|1?8| . |%4-7- . |1§4| —_—
m/z--> 20 40 60 80 m 120 140 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 6 Dodecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.00 7.23 ng 434058 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2027 (15.000 min): BG044219.D (-2017) (-) m/z 73.05 100.00%
60 73
[ A\m~_
5000
129
7 101115 17 1480 1500 1590 15 40
I|I | |‘I|| 143 | 171 200 519 247 14.60 14.80 15.00 15.20 15.400
O m/z 60.05 87 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61120: Dodecanoic acid
60 73
43
5000 129 ASRANARRA AR AR
157 mmmmmmﬁmmm
29 7 101 115 m/z 41.05 61.97%
AL e | e
0 ..]'.Sl.‘...l.‘. I \‘ n I‘H ek --‘--‘i‘----|--‘--1-8-5-- SRR
m/z--> 20 6 80 100 120 140 160 180 200 220 240
Abundance
60 73
43 LN BRI AR R B
14.60 14.80 15.00 15.20 15.40
5000 129 m/z 43.10 58.49%
29 87 185 228
. 99 115 ' 1430171 199213
m/z--> ﬁo Jo éo 86 160 150 1&0 1éo 180 200 250 250
Abundance #72646: Tridecanoic acid P e
43 6073 14.60 14.80 15.00 15.20 15.40
m/z 55.10 53.24%
5000 29 s
‘ T7 1115 ‘ 171185 214
0 A S B OO WU | S0 L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14 60 14. 80 15. oo 15 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.40 2.72 ng 175112 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 72
2 Hexestrol 270 C18H2202 000084-16-2 59
3 Hexestrol 270 C18H2202 005635-50-7 59
4 1-Adamantanecarboxvlic acid. 3.5... 284 C19H2402 1000307-66-1 59
5 5-(4,5,6,7-Tetrahydrobenzofuran-... 222 C13H1803 1000210-90-7 59
Abundance Scan 2265 (16.398 min): BG044219.D (-2259) (-) m/z 135.05 100.00%
135
5000
a7 1T7 165101 207 sgp || 16.00 16.20 16.40 16.60 16.80
O bbb bt e e e e e e m/z 107.05 15.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
16.00 16.20 16.40 16.60 16.80
m/z 136.10 11.26%
m/z--> 20 45 60 85 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
135
16.00 16.20 16.40 16.60 16.80
5000 m/z 41.05 8.78%
107
0 a 77 165 212 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119442: Hexestrol SN NN LI BN N
135 16.00 16.20 16.40 16.60 16.80
m/z 43.10 6.62%
5000 107
0 a ‘ 165182 212 241 270
m/z--> %&eb%mmmmmmmmnmmmwm®ﬁ' 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 8 Silane, chlorotripropyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
16.46 2.63 ng 169291 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. chlorotripropvl- 192 C9H21CISi 000995-25-5 72
2 5H-Pvrrolo(3.2-d)pvrimidine-2.4-... 149 C6H7N5 1000244-21-4 59
3 Butanamide. N-(2-methvlphenvl)-3._.. 191 C11H13NO2 000093-68-5 38
4 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 38
5 4-Methyl-2-tert-octylphenol 220 C15H240 004979-46-8 38

Abundance Scan 2275 (16.457 min): BG044219.D (-2271) (-) m/z 149.10 100.00%
107 149
121
5000
191
a1 SF - 7( 91 1?4 163 220 16.20 16.40 16.60 16.80
o EHNERRNEREDSY AW A PSEE ' ) T} R N WA AN TR M m/z 107.00 89.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55060: Silane, chlorotripropyl-
149
79 107
121
5000
16.20 16.40 16.60 16.80
0
27 a1 ‘ 93 ‘ m/z 121.05 65.40%
S EC T VR = -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
16.20 16.40 16.60 16.80
5000 m/z 191.05 30.99%
107
132
oL 1728 42 53 68 80 o4 | 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53719: Butanamide, N-(2-methylphenyl)-3-oxo-
107 16.20 16.40 16.60 16.80
m/z 150.10 14.97%
5000 43 191
77 133
0 | 5465 | 91 | 120 | 148 162173 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.20 16.40 16.60 16.80

8270-BG123019.M Tue Jan 28 12:44:59 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\
Data File : BG044219.D

Aca On : 27 Jan 2020 17:30

Operator : CG/JU

Sample : L1245-02

Misc :

ALS Vial : 9 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 9 1,3-Cyclopentadiene, 5,5-di... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.72 4.79 ng 307655 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene. 5.5-dimethy... 178 C13H22 1000163-88-0 53
2 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 52
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 30
4 4-Methvl-2-tert-octviphenol 220 C15H240 004979-46-8 27
5 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 27
Abundance Scan 2320 (16.722 min): BG044219.D (-2314) (-) m/z 149.10 100.00%
107 149
5000 121
41 55 73
3 163  1g5
|| | 91 |1 5 199 228 16.40 16.60 16.80 17.00
0 —ry .Il'.'.."! ‘,'.‘.‘l.‘.|'|Il“.'.“."‘,".‘I.'.',":.'."l.'l'.l..|....i e m/Zz 107.00 82 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44128: 1,3-Cyclopentadiene, 5,5-dimethyl-1,2-Dipropyl-
149
5000
107 16.40 16.60 16.80 17.00
178 m/z 121.05  49.10%
045 o7 W | RIB | g |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107
16.40 16.60 16.80 17.00
5000 m/z 73.00 33.41%
149
43
15 27 65 /7 91 | 120132
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77582: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbutyl)- T T T
149 16.40 16.60 16.80 17.00
m/z 55.10 32.37%
5000
M 121
0 57 77 91 109 | 133 | 153 197 207220
m/z--> 20 45 60 80 160 120 150 160 180 200 220 16.40 16.60 16.80 17.00

8270-BG123019.M Tue Jan 28 12:44:59 2020

20200064-AMENDED-COMP-2

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 unknownl7.06 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.06 5.18 ng 332804 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvlcvclopent-1-ene-1-carboxy... 140 C8H1202 036258-07-8 30
2 2-Aminopvrimidine-1-oxide 111 C4H5N30 035034-15-2 22
3 2-Butvl-5-methvIl-3-(2-methvlprop... 222 C15H260 1000281-10-6 16
4 Thiophene. 2-methvl-5-propvl- 140 C8H12S 033933-73-2 16
5 2-(Cyanoimino)oxazolidine 111 C4H5N30 050411-06-8 14
Abundance Scan 2378 (17.062 min): BG044219.D (-2372) (-) m/z 111.00 100.00%

5000

16.80 17.00 17.20 17.40

0 m/z 43.10 97 .62%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #18497: 5-Ethylcyclopent-1-ene-1-carboxylic acid
111
95
5000 67 TT T[T T T T[T I T rrrrr[rrm
140 16. 80 17. 00 17. 20 17. 40
83 m/z 41.10 43.19%
“ N O
0..,..”,.l.” ..,”..,.”.f..”,....“...,”..,.”
m/z--> 80 100 120 140 160 180 200 220
Abundance
111
L Wi S
16.80 17.00 17.20 17.40
5000 m/z 178.10 39.61%
68 95
53 81
oAl b e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #79449: 2-Butyl-5- methyl 3 (2-methylprop-2-enyl)cyclohexanone
55 16.80 17.00 17.20 17.40
4l m/z 140.00 39.23%
5000 69
167
124
\‘ L. H‘\ \H 187 5 | 17 222
(o] ‘ Ll ‘ uywhﬂ,.”L,J:.w....“...,”.
m/z--> 40 O 120 140 160 180 200 220 16.80 17.00 17.20 17.40

8270-BG123019.M Tue Jan 28 12:45:00 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 11 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.21 3.05 ng 196276 Phenanthrene-d10 17.31
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 2573 (18.208 min): BG044219.D (-2569) (-) m/z 73.00 100.00%
43 50 18
5000
97 129 213 VP OO e M i
115 | 1431571711859 | ,,, 256 17.80 18.00 18.20 18.40 18.60
0! m/z 43.10 93.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 AR DR
17. 80 18. 00 18. 20 18 40 18. 60
57171 21 m/z 60.05 81.98%
185
0 ||||||||||||||| 143 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 06073
17.I80 18.|00 18.|20 18.|40 18.|60
5000 29 m/z 41.10 71.38%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid A B E B
3 60 73 17.80 18.00 18.20 18.40 18.60
m/z 57.10 67.58%
5000 129
29
199
‘ | ‘ 143 157171 185 242
OIEI'ISII‘IIIII‘IHMI —r A — —r -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18. 00 18. 20 18 40 18. 60

8270-BG123019.M Tue Jan 28 12:45:00 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 12 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.23 9.97 ng 645512 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 l1sobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 91
5 1-Tricosene 322 C23H46 018835-32-0 90
Abundance Scan 3087 (21.228 min): BG044219.D (-3082) (-) m/z 57.10 100.00%
87 g3
5000 l
111
R PN LS BN SR
139 21.00 21.20 21.40 21.60
ol LA a68 106 220 266 mrsss o TA3 100 86.570
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 g3
5000 L BN UL B B
29 111 21.00 21.20 2140 21.60
‘ ‘ m/z 83.10 80.28%
o -‘-‘-‘.‘ \‘ ‘\ H | \‘13!9167 e
m/z--> 50 200 250 300 350 400
Abundance
57
83 ' 21.00 21.20 21.40 21.60
5000 m/z 55.10 72 .68%
111
29 139 169 210 238 oo
O e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate B L
57 21.00 21.20 21.40 21.60
m/z 69.05 69.79%
5000
125
29 153
oL, L | 182 210 238 266 3}{ - II4}% ) e
m/z--> 50 200 250 300 350 400 21.00 21.20 2140 21.60

8270-BG123019.M Tue Jan 28 12:45:01 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 19
R.T. EstConc Area Relative to ISTD R.T.
21.77 2.61 ng 168924 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentacosane 352 C25H52 000629-99-2 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 3179 (21.769 min): BG044219.D (-3174) (-) m/z 57.05 100.00%
g7
1 K‘l\/}\\\“
5000
113 2140 2160 21.80 22.00
141 211 . : : :
B - ,I. DA a9l 260 1021 23252 37 385 oS00 70 s
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B BRI BN BU B
mmmmmmnm
m/z 43.10 63.36%
29 113
0 \‘ ‘L ‘\ “\ ‘hw h‘ H‘ il 1?1 | 169 197 225 253 296
m/z--> éo 160 150 200 2éo 300 350
Abundance
57
21.40 21.60 21.80 22.00
5000 85 m/z 85.05 54 _.04%
113
oL 2 141 169 194211 239 267 205 323 352
m/z--> éo 160 150 200 250 300 350
Abundance #175557: Tetracosane T T R T T T T T
57 21.40 21.60 21.80 22.00
m/z 41.05 24 .81%
5000 85
29 113
0 | ‘ “ I 4 77,141 169 197 225 253 281 309 338
m/z--> % @ 150 200 250 ﬁo 3m 2uwmwwmmol

8270-BG123019.M Tue Jan 28 12:45:01 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.36 4.51 ng 291972 Chrysene-di12 21.56
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 3280 (22.362 min): BG044219.D (-3274) (-) m/z 57.10 100.00%
57
|85
5000 l
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
113 22.00 22.20 22.40 22.60
141
- | A b d g 77 109107 225 253 295 327 396 429 | ns7 71.10  69.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
22.00 22.20 22.40 22.60
m/z 43.10 59.30%
29 113
0 \‘ J h “\ ‘hw h‘ u‘ w\lﬁlwlgg 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3%0 460
Abundance
57
22.00 22.20 22.40 22.60
5000 85 m/z 85.10 54 _.05%
. 29 113 141 169 197 205 253 295 323 367
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane
57 22.00 22.20 22.40 22.60
m/z 41.10 23.01%
h | Wkw
113
o2, ] 1177141 169 197 225 267 205 365 393
m/z--> 5'0 1c')o 1&'30 2(')0 25'30 3(')0 3&1;0 4(')0 22.'00 22.'20 22.'40 22.|60 '

8270-BG123019.M Tue Jan 28 12:45:02 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.03 6.46 ng 418375 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
Abundance Scan 3394 (23.032 min): BG044219.D (-3387) (-) m/z 57.05 100.00%
57
5000
1Mm9 nmmmmmmm
0...|,I ll‘.‘l .97 225 293 295 327 355 ' "m/z 71.10  73.48%
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
5000 LR B SULRURN BURBULN B
85 nmmmmmmm
29 13 m/z 43.05 61.92%
oL LT am on o5 o
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
' 22180 23.00 23.20 23.40
5000 g5 m/z 85.10 54 _.51%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #185535: Heptadecane, 9-octyl- R e RBRRRRRE
57 nmmmmmmm

m/z 41.10 22 .93%

113
3 l Iy 77,141 169 197 239 267 04 323 352

ol b b oy P R S P M M el

m/z--> 50 100 150 200 250 300 350 22. 80 23. 00 23 20 23. 40

8270-BG123019.M Tue Jan 28 12:45:02 2020 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 16 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.81 7.22 ng 494476 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3526 (23.807 min): BG044219.D (-3519) (-) m/z 57.10 100.00%
g7
85 f\
5000
113 23.40 23.60 23.80 24.00 24.20
141 169
ol ,“ .J.l| L2, 211 239 268 295 355 m/z 71.10 70.94%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 RN L L I
23 40 23. 60 23. 80 24 00 24. 20
‘ m/z 43.10 60.87%
|

29
. || |MB 141 169 107 205 253 205 323 367
IS I R o SO LR R S T -
miz--> 50 100 150 200 250 300 350
Abundance
57

23 40 23. 60 23. 80 24 00 24. 20

5000 85 m/z 85.10 54.00%
113
0 29 141 169 197 225 267 295 365 393
o T T ML - UL LR
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T T R T
57 23.40 2360 23.80 24.00 24.20

m/z 55.10 23.41%

29
\ ] | (M3 141 169 197 225 253 281 309 337 365 394

oL b S e A A R R ettt st

T
m/z--> 50 100 150 200 250 300 350 23 40 23. 60 23. 80 24 00 24. 20

8270-BG123019.M Tue Jan 28 12:45:03 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 17 Tetratetracontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.72 6.48 ng 443979 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 86
Abundance Scan 3681 (24.718 min): BG044219.D (-3679) (-) m/z 57.10 100.00%

5000

L

210 24,40 24.60 24,80 25.00
o’ m/z 71.10 74.51%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane

141 183 755 281

57

5000 R R R e
24,40 24.60 24,80 25.00

m/z 43.10 71.48%

99
0 ‘L Lth 141 183 225 267 309 367
T T T R T e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

24,40 24.60 24.80 25.00
5000 m/z 85.10 59.18%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

[ e e e e N B e e e R ERERs e
m/z--> 0 5I0 lCI)O léO 200 250 300 350 400 4é0 5CI)O 55I0 6CI)O
Abundance #215181: 2-methyloctacosane N e e R N S RN
57 24.40 24.60 24.80 25.00

m/z 41.10 22.13%

5000
99
26, ] | | 141 183 225 267 309 365

N e e e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24 40 24.60 24.80 25.00

8270-BG123019.M Tue Jan 28 12:45:03 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\

Data File : BG044219.D

Aca On - 27 Jan 2020 17:30

Operator : CG/JU

ﬁ?gg'e - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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 18 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.82 6.10 ng 417995 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3869 (25.823 min): BG044219.D (-3857) (-) m/z 57.10 100.00%
57
85
5000
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—h
. I “113 141 169 197 225 081 255 25.60 25.80 26.00 26.20
ob 28 hbad P s 28 8% m/z 71.05  70.34%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85
25.60 25.80 26.00 26.20
29 m/z 43.10 58.79%
0 h‘ Al ‘\ It u‘ 11‘3‘14"1‘169 197 225 254
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
o ' 25.60 25.80 26.00 26.20
5000 m/z 85.05 54 _.36%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57 25.60 25.80 26.00 26.20
m/z 55.10 22 .50%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 3&1;0 ' 25.|60 25.|80 26.IOO 26.|20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\
Data File : BG044219.D

Aca On : 27 Jan 2020 17:30

Operator : CG/JU

Sample : L1245-02

Misc :

ALS Vial : 9 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 19 Triacontane Concentration Rank 16

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

27.12 2.98 ng 203959 Perylene-d12 24 .67

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 4090 (27.121 min): BG044219.D (-4080) (-) m/z 57.10 100.00%
57
85
5000
Im 26.80 27.00 27.20 27.40
141 183 1210231253 283 : : :
o..J, Wit el S — m/z 71.10 79.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 LA L L L L L LB LB |
26.80 27.00 27.20 27.40
ns | m/z 85.05 60.38%
oL ““““\‘\ i ‘ ‘169‘197 225 253 281 309 337 365 393 422
e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R Y T R
26.80 27.00 27.20 27.40
5000 85 m/z 43.10 59.29%
29
. M3 141 169 197 205 253 205 323 367
L e e i e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane B B R Eaa B S
57 26.80 27.00 27.20 27.40
m/z 55.10 24 _.22%
- | WmﬂNMNNWMAW/\hm”vwvaAva
113
N ] ﬂ | 141 169 197 225 267 295 365 393
— — e R R A e
m/z--> 50 100 150 200 250 300 350 400 26.80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012720\
Data File : BG044219.D
Acq On - 27 Jan 2020 17:30 Instrument :
Operator : CG/JU ?:II\!A_?S el

- _ lentosampleld :
3?22Ie - L1245-02 20200064-AMENDED-COMP-2
ALS Vial : 9 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]
Hexanoic acid 6.98 7.6 ng 202235 1 7.93 532416 20.0
1-Hexanol, 2-ethyl- 8.00 3.9 ng 104837 1 7.93 532416 20.0
Bicyclo[2.1.0]pen... 9.17 3.0 ng 79556 1 7.93 532416 20.0
n-Decanoic acid 12.87 3.3 ng 195387 3 14.57 1200490 20.0
Dodecanoic acid 15.00 7.2 ng 434058 3 14.57 1200490 20.0
Phenol, 4-(1,1,3,... 16.40 2.7 ng 175112 4 17.31 1285710 20.0
Silane, chlorotri... 16.46 2.6 ng 169291 4 17.31 1285710 20.0
1,3-Cyclopentadie... 16.72 4.8 ng 307655 4 17.31 1285710 20.0
unknownl17.06 17.06 5.2 ng 332804 4 17.31 1285710 20.0
n-Hexadecanoic acid 18.21 3.0 ng 196276 4 17.31 1285710 20.0
Cyclohexadecane 21.23 10.0 ng 645512 5 21.56 1295440 20.0
Heneicosane 21.77 2.6 ng 168924 5 21.56 1295440 20.0
Hexacosane 22.36 4.5 ng 291972 5 21.56 1295440 20.0
Hexadecane, 2,6,1... 23.03 6.5 ng 418375 5 21.56 1295440 20.0
2-methyloctacosane 23.81 7.2 ng 494476 6 24.67 1370000 20.0
Tetratetracontane 2472 6.5 ng 443979 6 24.67 1370000 20.0
Octadecane 25.82 6.1 ng 417995 6 24.67 1370000 20.0
Triacontane 27.12 3.0 ng 203959 6 24.67 1370000 20.0
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