LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32221\
Data File : BGO48463.D

Acqg On : 23 Mar 2021 4:41

Operator : CG/JU

Sample : M1707-02 :

Misc : ELEVATOR-510-EL-167-157

ALS Vvial : 14 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-BG031821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48463.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.653 386 394 404 rBVY 807098 1261958 38.95% 7.451%
2 7.251 657 666 678 rVB 843544 1502167 46.37% 8.870%
3 8.103 803 811 817 rVB 208480 345170 10.65% 2.038%
4 9.266 1000 1009 1017 rBV 504353 909050 28.06% 5.368%
5 10.888 1276 1285 1286 rBV 45844 68945 2.13% 0.407%
6 10.923 1286 1291 1298 rVB 276013 488438 15.08% 2.884%
7 11.076 1312 1317 1324 rVB3 26110 40424  1.25% 0.239%
8 11.834 1440 1446 1455 rBV5 23966 46956 1.45% 0.277%
9 11.940 1455 1464 1468 rBV2 51171 90566 2.80% 0.535%
10 12.327 1522 1530 1538 rBV 124582 189722 5.86% 1.120%
11 12.545 1561 1567 1573 rVB8 18254 47108 1.45% 0.278%
12 12.956 1632 1637 1641 rBV2 18312 33028 1.02% 0.195%
13 13.273 1687 1691 1698 rVB 31884 47512 1.47% 0.281%
14 13.367 1698 1707 1713 rVB 1380026 2113340 65.23% 12.479%
15 13.561 1734 1740 1746 rBV2 93057 134538 4.15% 0.794%
16 14.184 1840 1846 1850 rBV2 34217 56286 1.74% 0.332%

17 14.742 1932 1941 1950 rVB 486354 741616 22.89% 4.379%
18 16.229 2184 2194 2206 rBV 1281299 1965218 60.66% 11.604%
19 17.492 2403 2409 2416 rBV 618596 929342 28.69% 5.487%
20 18.373 2554 2559 2565 rBV2 155938 228099 7.04%  1.347%

21 19.143 2685 2690 2695 rVB 67846 95060 2.93% 0.561%
22 19.560 2755 2761 2767 rVB8 21535 55945 1.73% 0.330%
23 19.642 2771 2775 2779 rVW4 37272 46648 1.44% 0.275%
24 20.101 2847 2853 2858 rVB 2624048 3239767 100.00% 19.130%
25 21.411 3072 3076 3087 rVB5 85232 176277 5.44% 1.041%
26 21.781 3133 3139 3146 rBV 585730 997658 30.79% 5.891%
27 22.656 3286 3288 3295 rVB8 36780 62635 1.93% ©.370%

28 25.112 3696 3706 3719 rBV 338317 1022345 31.56% 6.037%

Sum of corrected areas: 16935818
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32221\
Data File : BGO48463.D

Acqg On : 23 Mar 2021 4:41

Operator : CG/JU

Sample : M1707-02 :

Misc : ELEVATOR-510-EL-167-157

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG048463.D\data.ms
2500000

2000000
1500000

1000000 5 653 7951

500000 9.266

10.923

2.327
0 10.;%3.@76 11&@46 12.548.2.95
T ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ’ T T ‘ T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG048463.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32221\
Data File : BGO48463.D

Acqg On : 23 Mar 2021 4:41

Operator : CG/JU

Sample : M1707-02 :

Misc : ELEVATOR-510-EL-167-157

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Dodecane, 2,6,10-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.940 3.71 ng 90566 Naphthalene-d8 10.923
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
2 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 58
3 1-Decene, 4-methyl- 154 C11H22 013151-29-6 53
4 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 53
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50
Abundance Scan 1464 (11.940 min): BG048463.D\data.ms (-1455) (- m/z 57.10 100.00%
57.1
5000
L] “ 1‘1?2 1701 451 12.00
T T e m/z 71.85 89.13%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.C
5000 - T4
12.00
m/z 43.10 78.06%
127.0
Ll (|| 1830
O \“\“\“‘\h f“‘\“‘\‘\\\‘\\\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #113725: Sulfurous acid, 2-ethylhexyl pentyl ester
57.0
T
12.00
5000 m/z 41.10 49, 80%
‘ ‘ ‘ 113.0
I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #27044: 1-Decene, 4-methyl- T
57.0 12.00
m/z 56.05 32.31%
5000
112.0
m/z--> 50 100 150 200 250 300 350 400 450 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32221\
Data File : BGO48463.D

Acqg On : 23 Mar 2021 4:41

Operator : CG/JU

Sample : M1707-02 :

Misc : ELEVATOR-510-EL-167-157

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 Hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.327 7.77 ng 189722 Naphthalene-d8 10.923
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 78
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 76
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72
Abundance Scan 1530 (12.327 min): BG048463.D\data.ms (-1522) (-  m/z 57.10 100.00%
57.1
5000
85.1
s T
12.00 12.50
113.1 t
om_H‘Uhnu‘“u;Mm_"wHlf"‘l”z”_Hl‘?f'nlwwwﬁ?ﬂ m/z 43.10  74.41%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #83027: Hexadecane
57.0
5000 85.0 ! ]
12.00 12.50
290 m/z 71.10 54.29%
O ”‘ “\ ll HH\ ‘11 \141 0169 0197 022§ O
H\‘HH‘H\ ‘HH‘HH[HH‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59879: Tetradecane
57.0
4 —
12.00 12.50
5000 85.0 m/z 41.10 52.54%
29. 0‘
113.0 198.0
O bk 120141026001980
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48835: Tridecane T —
57.0 12.00 12.50
m/z 85.10 37.55%
5000
85.0
29.0
H‘_‘HM‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H‘W‘HW‘H‘_‘H_‘H
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32221\
Data File : BGO48463.D

Acqg On : 23 Mar 2021 4:41

Operator : CG/JU

Sample : M1707-02 :

Misc : ELEVATOR-510-EL-167-157

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.561 3.63 ng 134538  Acenaphthene-die 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Hexadecane 226 C16H34 000544-76-3 80
5 Octane, 2-methyl- 128 C9H20 003221-61-2 74
Abundance Scan 1740 (13.561 min): BG048463.D\data.ms (-1734) (- m/z 57.05 100.00%
57.0
1350 |
113.0 1402 :
0 wwh‘w“ bt 01402 1682 1980 L 43 0s 8372
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59882: Tetradecane
57.0
5000 85.0 1 T
13.50
29.0 m/z 71.10  79.64%
. L\ Ll 1130, 1410 1690 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48885: Decane, 2,4,6-trimethyl-
43.0
T
13.50
5000 71.0 m/z 41.05 62.22%
127.0
0 LS ass0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48834: Tridecane —
57.0 13.50
m/z 85.10 47.86%
5000 85.0
29.0
L w0 e s L
om_mm AN A SR e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32221\
Data File : BGO48463.D

Acqg On : 23 Mar 2021 4:41

Operator : CG/JU

Sample : M1707-02 :

Misc : ELEVATOR-510-EL-167-157

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Tridecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.373 4.91 ng 228099  Phenanthrene-die 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 78
2 Tetradecanoic acid 228 C14H2802 000544-63-8 52
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 25
5 Eicosane 282 C20H42 000112-95-8 25

Abundance Scan 2559 (18.373 min): BG048463.D\data.ms (-2554) (-  m/z 73.00 100.00%

73.0
5000
129.1
213.2
s —
171-T 256.1 18.00 18.50
0. A Ll b L 388 ee.e5  89.84%
miz--> 50 100 150 200 250 300 350
Abundance #72646: Tridecanoic acid
73.0
5000 "‘"’“‘ e ] T”MT’W‘/\LL
29. 18.00 18.50
1290 52140 m/z 43.10  84.58%
0$
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73.0
“ —
18.00 18.50
5000 m/Z 55.10 82.81%
129.0
29. 185.0 228.0
0 ““ M {ML‘H} ‘\ | \‘m‘\ “\‘ \‘ ) “\‘ R A
miz--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid — —
60.0 18.00 18.50
m/z 41.10 76.80%
5000 129.0
H 171.0213.0 256.0
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32221\
Data File : BGO48463.D

Acqg On : 23 Mar 2021 4:41

Operator : CG/JU

Sample : M1707-02 :

Misc : ELEVATOR-510-EL-167-157

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.143 2.05 ng 95060 Phenanthrene-d10 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 50
2 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 43
3 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 37
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 32
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 27

Abundance Scan 2690 (19.143 min): BG048463.D\data.ms (-2685) (- m/z 57.10 100.00%
57.1

> i MNM\AJM
‘ 19.00 19,50
169.2 : :
o“MMmeW‘m‘fﬂ‘uuuu‘?ﬁﬁﬁ‘?f§f“u“_“w§?% m/z 97.10  56.90%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 e R
19.00 19.50
113.0 m/z 55.10 51.93%
‘ l ‘ 168.0
O\\\\‘h\d\‘\‘h\‘\”\\\‘\l\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #48876: Undecane, 6,6-dimethyl-
57.0
e e
19.00 19.50
5000 ITI/Z 113.10 49.,09%
113.0
ol L0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #6716: 1-Hexene, 5,5-dimethyl-
57.0 19.00 19.50
m/z 83.10 30.58%
5000
|
T S e e
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32221\
Data File : BGO48463.D

Acqg On : 23 Mar 2021 4:41

Operator : CG/JU

Sample : M1707-02 :

Misc : ELEVATOR-510-EL-167-157

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.411 3.53 ng 176277 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 93
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
4 Behenic alcohol 326 C22H460 000661-19-8 83
5 1-Eicosene 280 C20H40 003452-07-1 83
Abundance Scan 3076 (21.411 min): BG048463.D\data.ms (-3072) (- m/z 57.10 100.00%
1.1
5000 1.1 W%NNJ\W/MM
2150
169.1 222.2 281.1 .
00— “ “ | m‘\mh ] ‘\Hu‘\ h\muu\ why il Ay oy ‘3‘3‘4‘ :‘]" e ‘4‘14‘1? " m/z 69.10 89.26%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)-
57.0
5000 T
11.0 21.50
m/z 55.10 78.18%
0 \‘ | ‘ J d | [167.0 224.0 280.0
\\\‘\ f\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane
55.0
——
21.50
5000 m/z 43.10 77 .79%
11.0
Il e
ol LLL ‘ ‘ “‘_‘mM‘_W,HH_W,HH_
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127770: 9-Eicosene, (E)- —
57.0 21.50
m/z 41.10 75.89%
5000
11.0
0 ‘ ‘\ 1,168.0 223.0 280.0
Rmm A e B P
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32221\
Data File : BGO48463.D

Acqg On : 23 Mar 2021 4:41
Operator : CG/JU

Sample : M1707-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@31821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Dodecane, 2,6,1... 11.940 3.7 ng 90566 2 10.923 488438 20.0
Hexadecane 12.327 7.8 ng 189722 2 10.923 488438 20.0
Tetradecane 13.561 3.6 ng 134538 3 14.742 741616 20.0
Tridecanoic acid 18.373 4.9 ng 228099 4 17.492 929342 20.0
2,4,4,6,6,8,8-H... 19.143 2.0 ng 95060 4 17.492 929342 20.0
3-Eicosene, (E)- 21.411 3.5 ng 176277 5 21.781 997658 20.0
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