Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method
Title

Signal

BGO53199.D

Parameters:

RTE
ON

01

0.2

. 0

tion: 5

: 19 Apr 2022 17:19
: CG/JU
: N2462-03

: 8 Sample Multiplier: 1

rteint.p

: TIC: BGO53199.D\data.ms

peak R.T. first max 1

# min

9.280
9.697

scan scan s

782 788
797 805

996 1003 1
1067 1074 1

ast
can

010
079

11 11.
12 11.
13 12.

.414
.690
.931

935
994
118

1189
1236
1272

1450
1461
1479

1196
1243
1284

1455
1465
1486

14 12.329
15 12.353

16 12.470
17 12.576
18 12.611
19 12.822
20 13.134

21 13.275
22 13.363
23 13.557
24 14.185
25 14.209

26 14.262
27 14.385
28 14.497
29 14.520
30 14.573

31 14.626
32 14.738
33 14.808
34 14.902
35 14.967

36 15.072

1513 1522 1
1524 1526 1

1539 1546 1
1561 1564 1
1567 1570 1
1599 1606 1
1655 1659 1

1679 1683 1
1690 1698 1
1723 1731 1
1832 1838 1
1840 1842 1

1847 1851 1
1866 1872 1
1884 1891 1
1892 1895 1
1900 1904 1

1909 1913 1
1924 1932 1
1940 1944 1
1957 1960 1
1965 1971 1

1984 1989 1

1203
1251
1292

1459
1469
1491
524
534

552
567
576
611
665

690
705
739
840
847

856
879
892
899
908

918
940
949
964
977

994

PK
TY

rBv
rBv4
rBv
rBv4
rBv

rvwv
rBv2
rBv1e
rBv2
rBv

rBv4
rvBe3
rBvie
rBv2
rvB6

rBv2
rBv4
rVB

rBv7
rVB5

rvB3
rBv
rvVB
rBv7
rvv3

rVveé
rBv8
rvv7
rvv

rvv7

rVB
rvv
rVB3
rBv4
rVB

rBv3

peak
height
497175
14290
578866
13193
115611

357486
15091
9223
20063
160057

14788
15598
12823
43145
37752

47615
24402
37747
14859
15506

21202
1020494
56765
23804
27278

20564
25488
18023
44207
15808

60206
277668
50177
23236
131077

46974

8270-BG040822.M Wed Apr 20 14:17:02 2022

LSC Area Percent Report

: Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041922\

Filtering:
Min Area:
Max Peaks:
Peak Location:

5

3 % of largest Peak

100
TOP

corr. corr.
area % max
837813 40.74%
32179 1.56%
1009230 49.08%
27905 1.36%
200672 9.76%
639306 31.09%
26193 1.27%
25482 1.24%
44807 2.18%
340065 16.54%
25290 1.23%
22239 1.08%
23958 1.17%
65706 3.20%
55253 2.69%
75989 3.70%
32566 1.58%
53408 2.60%
25396 1.23%
21437 1.04%
36041 1.75%
1630825 79.30%
98155 4.77%
46565 2.26%
37635 1.83%
42428 2.06%
594760 2.89%
35961 1.75%
60982 2.97%
29973 1.46%
81629 3.97%
474394 23.07%
71715 3.49%
30346 1.48%
215486 10.48%
83483 4.06%

: Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

4.337%
0.178%
0.173%
0.3047%
2.307%

0.172%
0.151%
0.163%
0.446%
.375%

()

.516%
.221%
.362%
.172%
.145%

[OR R RO RN

. 245%
.064%
.666%
.316%
.255%

(ORI RN

.288%
.403%
. 244%
.414%
.203%

(ORI RN

.554%
.219%
.487%
.206%
.462%

P OO WO

o
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc :

ALS vial : 8 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_ G\Methods\8270-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.166 2002 2005 2010 rVB6 22789 36174 1.76%  0.245%
38 15.366 2034 2039 2043 rBV8 25203 53742 2.61% 0.365%
39 15.525 2064 2066 2070 rBV5 19393 24880 1.21% 0.169%
40 15.572 2070 2074 2079 rVB 80651 102044 4.96% 0.692%
41 16.224 2179 2185 2192 rBV 763981 1193858 58.06% 8.100%
42 16.459 2217 2225 2229 rBV 149211 291547 14.18% 1.978%
43 16.705 2263 2267 2272 rVB3 93884 128281 6.24% 0.870%
44 16.805 2281 2284 2288 rBV 172229 218479 10.62% 1.482%
45 17.228 2352 2356 2360 rBvV 70345 87286 4.24% ©.592%
46 17.481 2394 2399 2404 rBV 316109 520462 25.31% 3.531%
47 17.968 2479 2482 2486 rVB2 62333 77356  3.76% ©.525%
48 18.074 2497 2500 2505 rVB 89306 125385 6.10% ©0.851%
49 18.368 2545 2550 2558 rBV 442452 751754 36.56% 5.100%
50 18.433 2558 2561 2565 rVB 106260 135022 6.57% 0.916%
51 18.656 2596 2599 2603 rBV 61710 83787 4.07% 0.568%
52 19.220 2692 2695 2702 rVB3 92757 155748 7.57% 1.057%
53 19.443 2730 2733 2738 rBV2 87516 110955 5.40% 0.753%
54 19.631 2762 2765 2770 rBV2 200693 307213 14.94%  2.084%
55 19.684 2770 2774 2782 rVB 266534 431836 21.00% 2.930%
56 20.089 2838 2843 2849 rVB 1549237 2056402 100.00% 13.952%
57 20.583 2924 2927 2930 rVB2 93798 96772 4.71% 0.657%
58 20.782 2958 2961 2964 rVB 273728 293999 14.30%  1.995%
59 21.640 3105 3107 3110 rBV 108175 122940 5.98% 0.834%
60 21.769 3125 3129 3135 rVB 265764 435274 21.17% 2.953%

61 21.898 3148 3151 3155 rVB2 216712 278279 13.53% 1.888%

Sum of corrected areas: 14739457

8270-BG040822.M Wed Apr 20 14:17:02 2022 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG053199.D\data.ms
1500000
1000000
7.277
500000 5679
9.280
8.117 10.931
0 7.201 8.017 9.697  10.410.69 1823
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
Time--> 350 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG053199.D\data.ms
20.089
1500000
13.363
1000000
16.224

500000

B

Time--> 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: BG053199.D\data.ms

1500000

1000000

500000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Undecane, 3,8-dimethyl-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.329 3.86 ng 65706  Naphthalene-d8 10.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 64
2 Heptadecane 240 C17H36 000629-78-7 59
3 Hexadecane 226 C16H34 000544-76-3 59
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 59
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 53

Abundance Scan 1522 (12.329 min): BG053199.D\data.ms (-1513) (-
57.1

m/z 57.10 100.00%

- MJ\JJ\—I
— —
‘ ‘ ‘ 145.2 9913 461 12.00 12.50
Ok bd s L SRS e m/z 43,15 81.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59064: Undecane, 3,8-dimethyl-
57.0
5000 — ——
12.00 12.50
m/z 71.25 55.07%
H ‘1130
O\\“\‘\‘\‘\‘\“\’\‘J\‘\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123959: Heptadecane
57.0
12.00 12.50
5000 m/z 41.15 43.81%
‘ | 1130 1600 240,
O e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107218: Hexadecane “ —
57.0 12.00 12.50
m/z 85.10 28.00%
5000
obL 2D, 169.0 2260 NMAmﬂ
m/z--> 50 100 150 200 250 300 350 400 450 12.00 12.50

8270-BG040822.M Wed Apr 20 14:17:05 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 11-Methyldodecanol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

12.352 3.25 ng 55253  Naphthalene-d8 10.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Methyldodecanol 200 C13H280 085763-57-1 59
2 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 59
3 Cyclopentane, hexyl- 154 C11H22 004457-00-5 53
4 5-Undecene, (E)- 154 C11H22 000764-97-6 52
5 2,3-Dimethyl-3-heptene, (Z)- 126 C9H18 059643-73-1 45

Abundance Scan 1526 (12.352 min): BG053199.D\data.ms (-1524) (-  m/z 69.15 100.00%
69.2

=

5000
111.2
— —
38.0 H‘ ‘ 176.3 263.1 12.00 12.50
o_‘J;MU“W“MHM“JMMH_H‘“WHMwwwww‘m m/z 55.15  71.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76028: 11-Methyldodecano
69.0
41.0
5000 o ——
12.00 12.50
97.0 m/z 83.15 63.93%
125.0 154.0
O‘HH“‘V\\‘!‘\hM”‘H“‘\\H““‘\M‘\‘ih\‘u‘iH\‘\‘\\;!_\8‘2\-\0\\‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
e —
41.0 12.00 12.50
5000 ITI/Z 84.25 48.21%
154.0
97.0
LU L) s |
VY T Bt N S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31432: Cyclopentane, hexyl-
41.0 69.0 12.00 12.50

m/z 70.15 45.87%

5000
91.0 154.0
‘HL‘H H h hlZfO ‘ i
0 AC iy

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00 12.50

8270-BG040822.M Wed Apr 20 14:17:06 2022 Page: 5



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 19 Apr 2022 17:19
: CG/JU
: N2462-03

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041922\
BGO53199.D

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Decene, 7-methyl-, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.470 4.47 ng 75989  Naphthalene-d8 10.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Methyldodecanol 200 C13H280 085763-57-1 58
2 2-Decene, 7-methyl-, (Z)- 154 C11H22 074630-23-2 55
3 4-Isopropyl-1,3-cyclohexanedione 154 C9H1402 062831-62-3 43
4 Decane, 1,1'-oxybis- 298 C20H420 002456-28-2 38
5 Trichloroacetic acid, 6-ethyl-3-... 302 C12H21C1302 1010282-57-4 38
Abundance Scan 1546 (12.470 min): BG053199.D\data.ms (-1539) (-  m/z 43.10 100.00%
3.1
69.2
5000
111.3
1312 L
I T T 250
ol i HM_MMHH_m_ m/z 69.15  79.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #76028: 11-Methyldodecano
69.0
41.0
5000 1
12.50
97.0 m/z 55.10 65.77%
125.0 154.0
O\‘\\\\“M‘\\‘!‘\ \\H““\\1‘\‘\“\‘\\‘\\\‘\‘\\\1\8‘2\9\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31435: 2-Decene, 7-methyl-, (2)-
55.0
—
12.50
5000 m/z 57.15 58.94%
29.0 84.0 1110
‘ ‘ 154.0
o‘_‘m‘m _Mw‘m‘_mwH_m_m_m_
miz--> 40 60 80 100 120 140 160 180 200
Abundance #32155: 4-Isopropyl-1,3-cyclohexanedione ——
69.0 12.50
41.0 m/z 71.15  48.47%
112.0
5000
& 154.0
0 22 N VO N 2L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

8270-BG040822.

M Wed Apr 20 14:17:07 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Tridecane

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.557 4.14 ng 98155  Acenaphthene-dile 14.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Undecane 156 C1l1H24 001120-21-4 80
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80

Abundance Scan 1731 (13.557 min): BG053199.D\data.ms (-1723) (-
57.1

m/z 57.10 100.00%

5000
85.2
RN \
13.50
113.2 141.2
O bl Al T 12 16098 m/z 43.15  85.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
5000 —— ‘
85-0 13.50
29.0 m/z 71.10 56.04%
d ‘\ H | , 11801410 184.0
O\\\‘\\\\‘}\\\‘\\\\“\\\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
RN \
13.50
5000 m/z 41.15 44.,22%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane T
57.0 13.50
m/z 85.20  35.10%
5000
85.0
290
oo b 1L 901610 1eng 1500
“w“H‘H“_‘H“H‘_“w“u‘u“_‘u“u‘_“w‘u‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50

8270-BG040822.M Wed Apr 20 14:17:08 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Octane, 2,4,6-trimethyl-

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.626 3.44 ng 81629  Acenaphthene-di1e 14.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Octane, 2,4,6-trimethyl- 156 C1l1H24 062016-37-9 80
4 Heptadecane 240 C17H36 000629-78-7 78

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

Abundance Scan 1913 (14.626 min): BG053199.D\data.ms (-1909) (-
57.1

054833-48-6 64

m/z 57.15 100.00%

5000
85.3
—— —
14.50 15.00
113.2 1452 188.2
oH"‘?"5"‘“””“uh”"_‘H"uwh_Mw_www m/z 43.15 71.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
5000 1450 1500
29.0 85.0 : e
m/z 71.15 51.55%
M H | 112.0 141.0 184.0
O\\\‘\{\\‘}\\\‘\\‘\\“1\\\“‘\\”\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
—— —
14.50 15.00
5000 m/z 41.15 39.44%
85.0
29.0
“w‘“w“‘w“‘w“H“‘H“‘H“‘H“‘H“‘H“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33101: Octane, 2,4,6-trimethyl- — —
57.0 14.50 15.00
m/z 85.25 33.01%
5000
85.0
L
Obrr e ety 1270 1860 oo LW L))
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

8270-BG040822.M Wed Apr 20 14:17:09 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Heneicosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.967 9.08 ng 215486  Acenaphthene-di10 14.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 59
5 Octadecane 254 C18H38 000593-45-3 59

Abundance Scan 1971 (14.967 min): BG053199.D\data.ms (-1965) (-  m/z 57.15 100.00%
57.1
o M\Mm
9.2 —r—
15.00
169.3
O ik w“w“ Ll pop 2208 m/z 71.15  94.53%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 IR
15.00
9.0 m/z 43.15 88.78%
0154“ \LmJ | 141.0183.0225.0 296.0
\\f\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance #141075: Hexadecane, 7,9-dimethyl-
57.0
——
15.00
5000 m/z 85.15 55.03%
113.0
ol 11 M‘1979?‘39,°w_‘H_m
miz--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane 1
57.0 15.00
m/z 41.15 34.64%
- M\ww
9.0
oLl L | F 1 141.0183.0225.0267.0 323.0 380.(
“““ e s A e e P

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

8270-BG040822.M Wed Apr 20 14:17:10 2022

15.00

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

BGO40822 .M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Dodecanol, 2-octyl-

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.072 3.52 ng 83483  Acenaphthene-dile 14.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 52
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 50
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 50
4 2-Undecene, 7-methyl- 168 C12H24 1000061-83-0 38
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 38

Abundance Scan 1989 (15.072 min): BG053199.D\data.ms (-1984) (-
57.1

m/z 57.15 100.00%

" W
111.2 — ‘
| \\ \‘ by 2o 5 1
ol— L ‘\ “M hh‘ . \‘ L ‘\h‘\ M M\H\m TN VR \M‘ b m/z 43.15 98.29%
m/z--> 50 150 200 250
Abundance #197438.1-DodecanoL2-odyL
57.0
5000 — ‘
97.0 15.00
m/z 71.15 82.99%
39.0
oE1oL L h!‘ I I L 1820 2240 2800
m/z--> 50 100 150 200 250
Abundance #126384: 1-Decanol, 2-hexyl-
57.0
T I
15.00
5000 m/Z 69.15 78.74%
97.0
R7.
oL LH\M“‘M \ ﬁ hou %gsz ?%fo“‘ —
m/z--> 50 lOO 150 200 250
Abundance #161355: 1-Decanol, 2-octyl- T
57.0 15.00
m/z 55.15 65.76%
5000
97.0
oA A W | P9%m0 2100 220 .
m/z--> 50 100 150 200 250 15.00

8270-BG040822.M Wed Apr 20 14:17:11 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Hexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.572 4.30 ng 102044  Acenaphthene-di10 14.738
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 74
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 72

Abundance Scan 2074 (15.572 min): BG053199.D\data.ms (-2070) (- m/z 57.15 100.00%

57.1
5000
1550 |
99.2 .
130.2 172.2 . ¢
ob— U“‘hm ol f 3308 17222033 28040 43,15 71.55%
m/z--> 50 100 150 200 250
Abundance #59025: Tridecane
57.0
5000 — |
15.50
m/z 71.15 57.70%
27,0
L ‘99-0 1410 1840
O\\\‘\“\‘\‘\“\H‘\”\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
R \
15.50
5000 ITI/Z 85.10 34.12%
0 27\"0“\‘ L4 H‘Q?‘O‘ 1410 1830 226.0
e e
m/z--> 50 100 150 200 250
Abundance #74004: Tetradecane 7
57.0 15.50
m/z 41.15 29.44%
h W
27‘.0‘ H ‘ 99.0 141.0 198.0
0 ““Uq M\‘WMJ\N‘uM B A e e e e ——
m/z--> 50 100 150 200 250 15.50

8270-BG040822.M Wed Apr 20 14:17:12 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Hexadecane, 1-iodo-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.459 11.20 ng 291547  Phenanthrene-di10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 91
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 91
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87

Abundance Scan 2225 (16.459 min): BG053199.D\data.ms (-2217) (- m/z 57.15 100.00%
57.1
——

‘ 113.2
A “‘ L | pa12 1833 2373 2693

m/z--> 20 40 60 80 100120140160180200220240260280

o

Abundance #261137: Hexadecane, 1-iodo-
57.0
29.0 {1130 1550 225.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #287350: Octadecane, 1-iodo-
57.0
85.0
5000
29.0 113.0
K Ml

m/z--> 20 40 60 80 100120140160180200220240260280

16.50
m/z 71.15 89.84%

5

16.50
m/z 43.15 74.71%

:

16.50
m/z 85.15 48.32%

o

Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0 16.50
m/z 41.15 31.55%
5000
85.0
29.0 0
OJMUH‘muWﬁl%%no%w%m

et b e e e e e e ‘ P

m/z--> 20 40 60 80 100120140160180200220240260280

8270-BG040822.M Wed Apr 20 14:17:12 2022

16.50

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknownl6.705 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.705 4.93 ng 128281  Phenanthrene-di10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylhexanedioic acid, 6-... 188 C9H1604 1000187-74-2 38
2 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 38
3 Cyclohexane, 1l-ethyl-2-propyl- 154 C11H22 062238-33-9 35
4 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 22
5 Tetradecane 198 C14H30 000629-59-4 15

Abundance Scan 2267 (16.705 min): BG053199.D\data.ms (-2263) (- m/z 91.10 100.00%

91.1
5000
—— —
H | 175.2 2463 16.50 17.00
038 AL W'Wmu S m/z 69.15  99.70%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #63397: 2,4-Dimethylhexanedioic acid, 6-methyl ester
69.0
5000 T T T T T T
16.50 17.00
108.0 m/z 57.15 76.25%
O 1’ ll“\‘“‘\“i‘“\‘“\"\HL‘J\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343754: Tetracosyl heptafluorobutyrate
57.0
—r —
16.50 17.00
5000 m/z 43.15  66.41%
lFS.O
ot gomeo a0 e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #31460: Cyclohexane, 1-ethyl-2-propyl- T —
69.0 16.50 17.00
m/z 55.15 58.82%
5000
125.0
ool R
m/z--> 50 100 150 200 250 300 350 400 450 500 16.50 17.00

8270-BG040822.M Wed Apr 20 14:17:13 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

BGO40822 .M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Tridecane, 6-propyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.805 8.40 ng 218479  Phenanthrene-di10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 80
2 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
3 Heptacosane 380 C27H56 000593-49-7 72

4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S

Abundance Scan 2284 (16.805 min): BG053199.D\data.ms (-2281) (-
57.1

1000309-19-0 64
1000309-20-2 64

m/z 57.15 100.00%

°

°

°

9.2 — —
16.50 17.00
155.2
ol—bt “‘ML JM oY l9r3 2508 m/z 43.15  89.48%
m/z--> 50 100 150 200 250 300 350
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 5.0 — —
16.50 17.00
m/z 71.15 88.47%
126.0 .
O\\‘i‘“‘\“‘\h‘\“\h\\‘\\\‘\‘\22\6\(\)‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #228592: Tetradecane, 1-iodo-
57.0
— —
16.50 17.00
5000 m/z 85.15 64.00%
155.0
S s N 1 S
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane “ —
57.0 16.50 17.00
m/z 41.15 31.12%
- MM/wawij\ﬂXﬂﬂﬂﬂﬁﬂA
0 ‘\L | F ‘%410183022502670 3230 380.!
““‘ R e e e A — ——
m/z--> 50 100 150 200 250 300 350 16.50 17.00

8270-BG040822.M Wed Apr 20 14:17:14 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Octacosane

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
17.228 3.35 ng 87286  Phenanthrene-dle 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Octacosane 394 C28H58 000630-02-4 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72

Abundance Scan 2356 (17.228 min): BG053199.D\data.ms (-2352) (-  m/z 57.15 100.00%
57.1
5000 M
oo 170
2 1913 2471 : :
0 \\NJﬂdM“WHMMWW”\H\HH\\\‘\\\\‘\\\\‘\\\\ m/z 43.15 76.02%
mlz--> 50 100 150 200 250 300 350
Abundance #59028: Tridecane
57.0
5000 —r ——
17.00 17.50
m/z 71.15 56.78%
184.
01\\-&‘\““ “ “ H \“\1\4.\1‘()\18\‘\0‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
17.00 17.50
5000 m/z 85.15 42.56%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
i S m e e
miz--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane T ——
57.0 17.00 17.50
m/z 41.15 30.53%
o Mw\w«
9.0
psol || f0o de0
m/z--> 50 100 150 200 250 300 350 17.00 17.50

8270-BG040822.M Wed Apr 20 14:17:15 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Eicosane, 1-iodo-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.074 4.82 ng 125385  Phenanthrene-di10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 1l-iodo- 408 C20H41I1 1000406-31-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 87
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83

Abundance Scan 2500 (18.074 min): BG053199.D\data.ms (-2497) (-
57.1

5000

99.2

0 . \“\w‘ \H\ \‘ \‘u\\4\12\w1u77‘3212324732821
LR b g e

miz--> 50 100 150 200 250

Abundance #306637: Eicosane, 1-iodo-
57.0
5000
99.0
155.0 281.0
O T T 4\ !‘ ‘\ ‘1‘ \“‘\ “‘ \‘ T ‘\ \‘ “\ ‘\ \‘]_\97‘0\ \2\3\9? T T \‘ T ’

m/z--> 100 150 200 250

m/z 57.15 100.00%

.

18.00
m/z 43.15 89.14%

L

18.00
m/z 71.15 88.74%

i

Abundance #194590: Heneicosane
57.0
18.00
5000 m/z 85.15 73.99%
99.0
0 26\10\‘\ ‘\ HH\ I h‘ u \%410‘ 1830 225.0 296.(
i B e ; T
m/z--> 50 100 150 200 250
Abundance #123966: Hexadecane, 3-methyl- ——
57.0 18.00
m/z 41.15 34.73%
- WMMﬂJMWAMAA,WAJ&VWW
| | 99‘.0 141.0 211.0
R i B —
miz--> 50 100 150 200 250 18.00

8270-BG0O40822.M Wed Apr 20 14:17:16 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 2-Bromotetradecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.368 28.89 ng 751754  Phenanthrene-di10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 76
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 62
3 Eicosane 282 C20H42 000112-95-8 62
4 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 58
5 Nonadecane 268 C19H40 000629-92-5 58

Abundance Scan 2550 (18.368 min): BG053199.D\data.ms (-2545) (-  m/z 43.15 100.00%

43.1
5000
9.2 I T
213.2 18.00 18.50
(—Y Juw‘“u"g "‘WHS,KWJZM L2654 436 .7 57.15  98.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — —
18.00 18.50
m/z 71.15 81.71%
Wi
0 \‘I\ ‘\‘ “\“‘\‘ \"‘\i‘ \”‘\"‘\ 1‘ :’L“\G?\‘O\ ‘2\2\5\\0‘ T \2\9\6’\0\ L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #168307: 2-Bromotetradecane
57.0
— —
18.00 18.50
5000 m/z 85.15 59.45%
s, o
oL b
m/z--> 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane - —
57.0 18.00 18.50
m/z 41.15 50.13%
- AwAmemmfAJkAm“wmAMJLw
| ]330 169.0 2250 2820
ol vl e ST — —
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50

8270-BG040822.M Wed Apr 20 14:17:17 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 1-Octadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.220 5.98ng 155748 Phenanthrene-d10 17.487

Hit# of 5 Tentative ID MW MolForm CASH# Qual

ctadecene 252 C18H36 000112-88-9 78
5-Heptadecenal 252 C17H320 1000130-97-9 78
ctadecanethiol 286 C18H38S 002885-00-9 64
ocosene 308 C22H44 001599-67-3 62
-Octadecene 252 C18H36 1000130-92-0 60

VA wWwN R
Mmoo m e
\IUOI—‘O

Abundance Scan 2695 (19.220 min): BG053199.D\data.ms (-2692) (- m/z 55.15 100.00%

55.1
97.2
5000
oo 1ok
41 . .
o | \“‘\ “ “\‘HH‘\ \H \m‘h e u‘m‘ \‘\\2\0‘\1“‘2‘” ‘2“5\\?‘3‘ \“‘3‘]"‘1‘1‘ ‘376‘3‘ m/z 83.15 93.76%
mlz--> 50 100 150 200 250 300 350
Abundance #138519: 1-Octadecene
43.0
83.0
5000 —r— ——
19.00 19.50
TZSO m/z 43.15 83.70%
252.0
0\\“\““\\\“‘\“ M ‘h‘ “ %??9\2‘19\0\\“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #138490: E-15-Heptadecenal
43.0
—— —
83.0 19.00 19.50
5000 m/z 69.15 72.98%
25.0
ol b h L L] pem0 2002520
miz--> 50 100 150 200 250 300 350
Abundance #181805: 1-Octadecanethiol —— —
43.0 83.0 19.00 19.50
m/z 41.15 71.29%
5000
25.0 252.0
ol LB 32000 | |
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BG040822.M Wed Apr 20 14:17:18 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 16 Tetracosane, 1l-iodo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.443 4.26 ng 110955  Phenanthrene-di10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 90
2 Docosane, 1-iodo- 436 C22HA5I 1000406-31-9 90
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 2733 (19.443 min): BG053199.D\data.ms (-2730) (-  m/z 57.15 100.00%
57.1

5000 W\J\\f&
Tsz —r—
19.50
197.2
0 HJ‘_“M‘H \‘ L2 LT ssia L 115 es.79%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #330025: Tetracosane, 1-iodo-
57.0
5000 IR
19.50
m/z 43.15 83.40%
337.0
O\“\J‘\T\\].“\‘\‘\1‘1‘1\6?\‘0\"2\2\5\\0’\2\8;\0’\\\‘\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320326: Docosane, 1-iodo-
57.0
P
19.50
5000 ITI/Z 85.15 70.48%
309.0
oLl gm0 20 00
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- ——
57.0 19.50
m/z 69.15 35.14%
w MW
169.0
oL LT 1990 2280 ssn0 a0 ato o
m/z--> 50 100 150 200 250 300 350 400 450 19.50

8270-BG040822.M Wed Apr 20 14:17:19 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 17 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.631 14.12 ng 307213  Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 83
2 Heptadecanoic acid 270 C17H3402 000506-12-7 51
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 35
4 Tetracosane 338 C24H50 000646-31-1 35
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 30
Abundance Scan 2765 (19.631 min): BG053199.D\data.ms (-2762) (-  m/z 43.15 100.00%
43.1
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Peak Number 18 Octadecane, 2-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.684 19.84 ng 431836  Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Pentacosane 352 C25H52 000629-99-2 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86

Abundance Scan 2774 (19.684 min): BG053199.D\data.ms (-2770) (- m/z 71.15 100.00%
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Abundance #262011: Pentacosane
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Peak Number 19 Heptacosane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.583 4.45 ng 96772  Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Docosane 310 C22H46 000629-97-0 91
3 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 2-Methylhexacosane 380 C27H56 001561-02-0 86

Abundance Scan 2927 (20.583 min): BG053199.D\data.ms (-2924) (-
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Abundance #212282: Docosane
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 20 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.898 12.79 ng 278279  Chrysene-d12 21.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Octacosane, 1-iodo- 520 C28H571I 1000406-32-2 87
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 86
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 80
Abundance Scan 3151 (21.898 min): BG053199.D\data.ms (-3148) (- m/z 71.15 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53199.D

Acqg On : 19 Apr 2022 17:19
Operator : CG/JU

Sample : N2462-03

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Undecane, 3,8-d... 12.329 3.9 ng 65706 2 10.925 340065 20.0
11-Methyldodecanol 12.352 3.3 ng 55253 2 10.925 340065 20.0
2-Decene, 7-met... 12.470 4.5 ng 75989 2 10.925 340065 20.0
Tridecane 13.557 4.1 ng 98155 3 14.738 474394 20.0
Octane, 2,4,6-t... 14.626 3.4 ng 81629 3 14.738 474394 20.0
Heneicosane 14.967 9.1 ng 215486 3 14.738 474394 20.0
1-Dodecanol, 2-... 15.072 3.5 ng 83483 3 14.738 474394 20.0
Hexadecane 15.572 4.3 ng 102044 3 14.738 474394 20.0
Hexadecane, 1-i... 16.459 11.2 ng 291547 4 17.487 520462 20.0
unknownl6.705 16.705 4.9 ng 128281 4 17.487 520462 20.0
Tridecane, 6-pr... 16.805 8.4 ng 218479 4 17.487 520462 20.0
Octacosane 17.228 3.4 ng 87286 4 17.487 520462 20.0
Eicosane, 1-iodo-  18.074 4.8 ng 125385 4 17.487 520462 20.0
2-Bromotetradecane 18.368 28.9 ng 751754 4 17.487 520462 20.0
1-Octadecene 19.220 6.0 ng 155748 4 17.487 520462 20.0
Tetracosane, 1-... 19.443 4.3 ng 110955 4 17.487 520462 20.0
Octadecanoic acid 19.631 14.1 ng 307213 5 21.769 435274 20.0
Octadecane, 2-m... 19.684 19.8 ng 431836 5 21.769 435274 20.0
Heptacosane 20.583 4.5 ng 96772 5 21.769 435274 20.0
Heptadecane, 2,... 21.898 12.8 ng 278279 5 21.769 435274 20.0
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