LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acqg On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc :

ALS Vvial : 4  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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGOB55735.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.297 336 342 354 rBV 140029 230329 5.75% 0.925%
2 5.778 416 424 439 rBV 900518 1504742 37.58% 6.045%
3 7.394 690 699 714 rBV 900491 1600779 39.97% 6.430%
4 8.240 831 843 851 rBV 174308 314470 7.85% 1.263%
5 9.415 1036 1043 1049 rBV 534384 980214 24.48%  3.938%
6 11.013 1311 1315 1319 rBV 41317 68374 1.71% 0.275%
7 11.072 1319 1325 1332 rVB 245861 430728 10.76% 1.730%
8 12.447 1555 1559 1565 rVB 61665 99654 2.49% 0.400%
9 12.952 1642 1645 1651 rVB4 26936 42117 1.05% 0.169%
10 13.493 1730 1737 1748 rVB 1326061 2095681 52.33% 8.418%

11 13.669 1762 1767 1771 rBV 66772 93841 2.34%
12 14.727 1944 1947 1957 rVB 72124 103511 2.58%
13 14.868 1965 1971 1976 rVB 350875 558983 13.96%
14 15.673 2105 2108 2114 rVB 92095 120275 3.00%
15 16.243 2189 2205 2217 rBV3 729266 4004617 100.00% 16.
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16 16.348 2218 2223 2239 rVB 1105024 2203476 55.02%
17 16.536 2252 2255 2265 rVB 137522 267817 6.69%
18 17.330 2386 2390 2394 rVB 92922 118509 2.96%
19 17.382 2396 2399 2403 rVB 48069 58644  1.46%
20 17.606 2432 2437 2442 rBV 399834 602621 15.05%

NO®®R ®
IS
J
o
X

21 18.064 2512 2515 2522 rVB 112233 144848 3.62%
22 18.469 2580 2584 2599 rVB 749762 1450885 36.23%
23 18.751 2628 2632 2636 rVB 143004 173984  4.34%
24 19.374 2735 2738 2743 rBV 181022 221041 5.52%
25 19.727 2789 2798 2806 rVB 1010743 2228568 55.65%
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26 19.944 2832 2835 2839 rBV 147776 160772 4.01% 0.646%
27 20.126 2862 2866 2870 rBV 146455 223410 5.58% ©.897%
28 20.197 2872 2878 2883 rVB 1949626 2669042 66.65% 10.722%
29 20.473 2922 2925 2929 rVB 214490 243562 6.08% 0.978%
30 20.526 2930 2934 2938 rBV2 102411 168851 4.22% 0.678%

31 20.972 3007 3010 3016 rVB 164408 189878  4.74%
32 21.501 3097 3100 3113 rVB2 203961 358542  8.95%
33 21.901 3163 3168 3175 rVB3 433698 807272 20.16%
34 22.071 3194 3197 3201 rVB2 140518 186827 4.67%
35 22.711 3303 3306 3312 rVB 122428 167014 4.17%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acqg On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vvial : 4  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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 24893878
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055735.D\data.ms

2000000

1500000

1000000 5.778 7.394

9.415
500000
8.240 11.072
5.297 : 12.447
71295

il i 1 1191

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055735.D\data.ms

20.197
2000000

1500000 13.493 19.727

16.348
1000000 18.469
16.243 21.901
17.606 20.47320.972 21901 20071 2271
500000 14 868 " 19.374/ 19284 Qomf\ L
17 18.064 | |18.751 Lo

6.5
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113.669
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Time--> 13.50 14.00 14.50 15.00 15.50 16. OO 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: BG055735.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.297 14.65 ng 230329 1,4-Dichlorobenzene-d4 8.246

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
Abundance Scan 342 (5.297 min): BG055735.D\data.ms (-336) (-) m/z 43.00 100.00%
59.0
5000
T
‘ 83.0 101.0 5.00 5.20 5.40 5.60
b et el m/z 59.00 52.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B BN LR
59.0 5.00 5.20 5.40 5.60
m/z 101.00 15.82%
O\\‘\\\\‘\\\ﬁﬁ;?\\““\i\\‘\\‘}\‘\\\\‘\\\\?%\.o\\‘\\\l\()“]\n\o\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A mmm
5.00 5.20 5.40 5.60
5000 m/z 58.00 15.00%
41.0
29.0 101.0
oleprrrrrreber el 730 800 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- R REamEERTEEENERE
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.11%
5000
410 101.0
27.0 '
ol 280 Tl il wl 710 830 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 2 Tridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.447 4.63 ng 99654  Naphthalene-d8 11.072
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Tetradecane 198 C14H30 000629-59-4 72
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 64
Abundance Scan 1559 (12.447 min): BG055735.D\data.ms (-1555) (- | m/z 57.00 100.00%
57.0
5000
85.0
12.50
117.0 144.9
Ol FEED TN 188 2270 4305 80.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 R
12.50
29.0 85.0 m/z 71.80 51.12%
0 “ H\ \‘\ \‘ 1 11n30 . 141.0 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
——
12.50
5000 85.0 m/z 41.00 38.11%
29.0
H‘_“W‘H‘,H‘w“u‘H“““W‘H“H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59103: Decane, 6-ethyl-2-methyl- ——
57.0 12.50
m/z 85.05 30.57%
5000
85.0
A X N i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 3 Pentadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.727 3.70 ng 103511  Acenaphthene-di@ 14.868
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 87
2 Hexadecane 226 C16H34 000544-76-3 87
3 Tetradecane 198 C14H30 000629-59-4 78
4 Tridecane 184 C13H28 000629-50-5 72
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 68

Abundance Scan 1947 (14.727 min): BG055735.D\data.ms (-1944) (- | m/z 57.05 100.00%

57.0
5000
85.1

-

1450  15.00
127.0

m‘w_HH‘_J‘:wwww‘_H‘_1?5_2”“““2999“”‘3599 m/z 43.05 73.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90192: Pentadecane
57.0

o

85.0
5000 — ——
14.50 15.00
29.0 m/Z 71.00 46.28%
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
— —
14.50 15.00
5000 m/z 41.00 36.55%
85.0
29.0
0 \ ‘ L H‘ 113.0141.0169.0197.0 226.0
et e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #74005: Tetradecane T —
57.0 14.50 15.00

m/z 85.10  31.48%

5000 85.0
29.0
‘ 113.0141.0 169.0 198.0

0“w‘H‘_‘H‘HmW$H‘WHﬂwwu‘_‘H‘H‘W‘Hu_‘u,u‘w‘u‘_

T T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 4 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.673 4.30 ng 120275  Acenaphthene-di0 14.868
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
3 Pentadecane 212 C15H32 000629-62-9 78
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72

Abundance Scan 2108 (15.673 min): BG055735.D\data.ms (-2105) (- | m/z 57.05 100.00%

57.0
5000

T
15.50 16.00

99.1
1401 182,
b A0 18212139 2561 m/z 43.05 70.88%

m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0

5000

o

T
15.50 16.00

m/z 71.10 50.10%
|

o 270) | | 990 1410 1830 2260
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo-

57.0

T
15.50 16.00

5000 m/z 41.00 37.52%
27,0 ‘ 99.0
m/z--> 50 100 150 200 250
Abundance #90190: Pentadecane T ——
57.0 15.50 16.00

m/z 85.10  34.50%

h V\/\/\J\VJ\N
27“"0‘\‘ H 99.0 141.0 182.0212.0

ol b b bl D 1820957 i —
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 5 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.243 132.91 ng 4004620  Phenanthrene-die 17.606
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2205 (16.243 min): BG055735.D\data.ms (-2189) (- | m/z 43.05 100.00%

43.0 73.0
5000 1291
185.1 241.2

— —
I H‘ ‘ ‘ ‘ 284.] 16.00 16.50
ob— o Al g ok bbb L sz 73000 90.33%

m/z--> 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0 R T
16.00 16.50

m/z 60.00  85.40%

‘ 1850 410 284
w\‘ u”L u‘u‘\ .| - L —— ‘L‘ - ‘L‘
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
— —
16.00 16.50
5000 129.0 m/z 57.05 82.59%
‘ 199.0 2420
oL— L‘ ‘} \" \HH\‘\‘ Mhu\ M\‘ il ‘ 1610\ ‘ N “\ o —
m/z--> 50 100 150 200 250

o

Abundance #143510:n—Hexadecanom:amd 1 ——
16.00 16.50
m/z 55.00 76.39%
5000 129.0
97.0 171 0 2130 256.0
oLb—— ‘M’ H ‘\ Mh”\ ‘H‘\ ul ‘ ‘ ‘ ‘ - \‘ “‘ - “\‘ — —r —r
mlz--> 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Tetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.536 8.89 ng 267817  Phenanthrene-di0 17.606
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 86
Abundance Scan 2255 (16.536 min): BG055735.D\data.ms (-2252) (- | m/z 57.05 100.00%
57.0
5000 M
1.0 1T I
16.50
121.1 155.0 . 241.2 :
bl % |JPLL 1001851 2412 2850 0 4310 77.19%
miz--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 —— :
16.50
m/z 71.10 60.11%
210 || 90 a0 s
O T T T ‘\“ ‘\ ‘\‘ \“‘\ “‘ \H T H\ P ‘ T T T T “ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
— T \
16.50
5000 m/z 85.10 36.98%
o AL 010, 1410 gepomzo
miz--> 50 100 150 200 250
Abundance #228591: Tetradecane, 1-iodo- T ‘
57.0 16.50
m/z 41.00 30.47%
B M
27,0 ‘ 990 1550 197.0
ot b b b b —
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Octadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.329 3.93 ng 118509  Phenanthrene-di0 17.606
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Tetradecane 198 C14H30 000629-59-4 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 87
Abundance Scan 2390 (17.330 min): BG055735.D\data.ms (-2386) (- | m/z 57.00 100.00%
57.0
5000 NW\MJMA
— ——
99.1 1410 2111 ) 17.00 17.50
ol b bl 0 2820 1750 2111 294.22840 /7 43.05  74.20%
miz--> 50 100 150 200 250
Abundance #141058: Octadecane
57.0
5000 — e
17.00 17.50
99.0 " m/z 71.10 53.52%
04 2\7“\.0‘\“‘ T “\ ‘!‘ \‘H‘\ H“ \“‘ T “\ 1‘ .“‘\ %8\‘3\0“ \22\4\0\25“4\0\ T
m/z--> 50 100 150 200 250
Abundance #74004: Tetradecane
57.0
— ——
17.00 17.50
5000 m/z 85.10 35.05%
27‘.0‘ ‘ | 99.0 41410 198.0
IS S S /i S —
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane “ —
57.0 17.00 17.50
m/z 41.00 32.79%
5000 %ﬂ/\w
99.0
oL 0.l L. 1410 1830 280
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.064 4.81 ng 144848  Phenanthrene-di10 17.606
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 86
Abundance Scan 2515 (18.064 min): BG055735.D\data.ms (-2512) (- | m/z 57.00 100.00%
57.0
5000 M
18.00 |
99.0 .
1410 .
obh iy 3420 19712320 ./ a3.00  77.50%
miz--> 50 100 150 200 250 300
Abundance #107216: Hexadecane
57.0
5000 —— :
18.00
m/z 71.05 59.02%
OI\- \d; ‘\ ‘1‘ “‘ “‘ \“ \]‘_\4\‘]_‘0‘\ ]\_8\3\0‘ \2?6\9‘ T T T ‘ T T T
miz—-> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
T
18.00
5000 m/z 85.10 41.25%
99.0
0 | T H\ A u‘ i 4’410 183.0 268.0
el A
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T ‘
57.0 18.00
m/z 41.00 29.38%
5000
99.0
ol ||l | 1401830 2250 267.0 338
e L e AR B S —
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.469 48.15 ng 1450890  Phenanthrene-d10 17.606
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 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2584 (18.469 min): BG055735.D\data.ms (-2580) (- | m/z 43.10 100.00%

4’2
5000
ES 129.0
3.0 2131 —
‘ | 1(71.1 ‘ 256.1 18.50
ob— A LU b 380 7360 99.47%

miz--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid

%

256.0
5000 1
129.0 18.50
213.0 m/z 60.00 99.38%
171.0 ‘ ‘
0! um\ T ‘ “‘ “‘ “‘H“ - R e
10

m/z--> 0 150 200 250 300
Abundance #92063: Tridecanoic acid
73.0
—
18.50
5000 129.0 ITI/Z 57.05 78.08%
171.0
‘ m ‘ 214.0
0 ‘ H‘\ ﬂhH\ ‘\HM“‘\“ ‘\“““““““““
m/z--> 100 150 200 250 300
Abundance #109281: Tetradecanoic acid 7
73.0 18.50
m/z 41.00 75.95%
5000
129.0
185.0 228.0
0 . ““ HH‘ hH H‘\ m “‘\‘h“ “\‘ \‘ ; “\‘ L . ‘ .
m/z--> 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Dodecane, 2-methyl-6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.751 5.77 ng 173984  Phenanthrene-di10 17.606
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane, 4-methyl- 184 C13H28 006117-97-1 74
4 Eicosane 282 C20H42 000112-95-8 74
5 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 72

Abundance Scan 2632 (18.751 min): BG055735.D\data.ms (-2628) (- | m/z 57.00 100.00%
e

.0
5000

—
99.0 18.50 19.00

141.0 ‘
ol b il |y 2410 1822 2230 2850 326 ./, 43,05  68.83%

miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

5000

T
18.50 19.00
m/z 71.10 57.56%

99.0 140.0
182.0
LI ‘\“ “ ‘\ H‘ \m\ h“ \H‘ T ‘\ !‘ ‘ T \“ T ‘ \2\26\.0\ ‘ L ‘ LI
m/z--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0

T
18.50 19.00

o

5000 m/z 85.10 41.95%
99.0
olsa L1 |3 p0 w0
m/z--> 50 100 150 200 250 300
Abundance #59040: Dodecane, 4-methyl- T T
43.0 18.50 19.00

m/z 41.00 29.02%

5000 85.0
‘ 141.0
Il

oL—4 \‘h\‘ " u“ — ” 184.0

T T
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.374 7.34 ng 221041  Phenanthrene-die 17.606
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tetradecane 198 C14H30 000629-59-4 87
3 Heneicosane 296 C21H44 000629-94-7 70
4 Pentadecane 212 C15H32 000629-62-9 62
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 62
Abundance Scan 2738 (19.374 min): BG055735.D\data.ms (-2735) (- | m/z 57.05 100.00%
57.0
5000 M
206.1 — e
99.1 19.00 19.50
o by g 24111739) | 2423 2820 7 43,05  71.07%
miz--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
5000 — e
19.00 19.50
m/z 71.10 56.24%
o 2@\0“\‘ L “‘9?-0‘ 141.0 183.0 226.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #74004: Tetradecane
57.0
— ——
19.00 19.50
5000 m/z 85.10 41.91%
99.0 198.0
oL2gol || [7° a0 1980
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane “ T
57.0 19.00 19.50
m/z 41.00 30.18%
5000
99.0
015-0\‘ L L) 1410 1830 225.0 296.(
e e e e — —
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Pentadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.727 73.96 ng 2228570  Phenanthrene-d10 17.606
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Undecanoic acid 186 C11H2202 000112-37-8 70

Abundance Scan 2798 (19.727 min): BG055735.D\data.ms (-2789) (- | m/z 43.10 100.00%

43.1
5000
129.0
3.0 241.2

185.1 —r— ——
‘ ‘ ‘ 284.1 19.50 20.00
0b il L L3880 s 73,00 90.00%
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 T U
19.50 20.00
m/z 60.00 85.91%
29. 185.0 549 284.0
0- “‘r“““\”w \“‘\ \‘ \“\ “ by \L‘ T \L\ L
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid
73.0
—— —
19.50 20.00
5000 29 129.0 m/z 57.10 85.26%
199.0 242.0
ol mum i 4
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid —— —
73.0 19.50 20.00

m/z 55.00 75.66%

5000 129.0
185.0
29. 22‘8.0
‘ () ‘ L |

0! HMLMHW\‘ A B A —— ——
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Heptacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.944 3.98 ng 160772  Chrysene-d12 21.901
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
Abundance Scan 2835 (19.944 min): BG055735.D\data.ms (-2832) (- | m/z 57.10 100.00%
57.1
‘ 20.00
1411 :
- \“\‘ “uw\ LatiA831 23412780 3409y 43.05  66.86%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 1
20.00
m/z 71.05 56.36%
ol ‘ g ‘\ ) }410183022502670 323.0 380.(
\\\\‘ \\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
——
20.00
5000 m/z 85.10 39.49%
9.0
L B e A B
m/z--> 0 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl- —
57.0 20.00
m/z 41.00 24.50%
5000
9.0 140.0
182.0
0 D 7. R —
m/z--> 0 50 100 150 200 250 300 350 20.00

8270-BG111622.M Wed Nov 23 12:51:57 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Bis(2-ethylhexyl) phthalate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.126 5.53 ng 223410  Chrysene-d12 21.901
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 83
2 Phthalic acid, cyclohexyl neopen... 318 C19H2604 1000315-54-2 59
3 Phthalic acid, di(hex-3-yl) ester 334 C20H3004 1000356-96-7 58
4 Dicyclohexyl phthalate 330 C20H2604 000084-61-7 58
5 Phthalic acid, decyl 2-methoxyet... 364 C21H3205 1000315-80-6 53

Abundance Scan 2866 (20.126 min): BG055735.D\data.ms (-2862) (- | m/z 149.00 100.00%
149.0

49.
5000
57.0

—
104.0 ‘ 226.0 2791 20.00 20.50
- “H“w!uth bk il ST 3420 m/z 57.00  33.40%

m/z--> 0 50 100 150 200 250 300 350
Abundance #295612: Bis(2-ethylhexyl) phthalate
149.0

5000

o

7
20.00 20.50
57.0 m/z 167.00 26.69%

279.0

1\4“\%\ ‘\M ““\ ‘!“\‘%0“4\‘1(\)\ T ‘ \\2‘07\.\()\ T ‘ T ‘\ T ‘ T T 1T ‘ T \3\99.‘(

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

Abundance  #222251: Phthalic acid, cyclohexyl neopentyl ester
149.0

7
20.00 20.50

o

5000 m/z 43.10 20.71%
71.0
237.0
0 ‘%gfq‘h‘k““M “““"““ “‘L‘ “‘30?59“ B //\W\\JKNJ\VMJVMJV\
m/z--> 0 50 100 150 200 250 300 350
Abundance #241690: Phthalic acid, di(hex-3-yl) ester —— ——
149.0 20.00 20.50

m/z 71.00 20.66%

B M
43.0 1040 ‘] 251.0

0t e e e e — —
miz—> 0 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.473 6.03 ng 243562  Chrysene-d12 21.901
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexadecane 226 Cl6H34 000544-76-3 93
3 Heptadecane 240 C17H36 000629-78-7 93
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 92
5 Docosane 310 C22H46 000629-97-0 92

Abundance Scan 2925 (20.473 min): BG055735.D\data.ms (-2922) (- | m/z 57.00 100.00%
57.0

3

5000
225.0
| \9\0\ 14101780 | | | 2681 327 2
N R A A A T m/z 43.10 70.87%
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 T
20.50
m/z 71.10 61.04%
9.0
O]TS\¢ ‘\ ‘!‘ \“‘\ ““ \“\]‘-\4}‘(‘)\ T \2‘1\2\0\ T ‘ L ’ L ’ T
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
——
20.50
5000 m/z 85.10 43.02%

| F%Q 141.0 183.0 226.0

o

e

T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0 20.50
m/z 55.00 28.24%
20 W
9.0
o150 | Ll 1 u‘ | 14101830 2400
“““‘ A —
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Pentadecane, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.526 4.18 ng 168851  Chrysene-d12 21.901
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 (C18H38 000593-45-3 95
2 Heptadecane 240 C17H36 000629-78-7 91
3 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 90
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 83
5 Heneicosane 296 C21H44 000629-94-7 81
Abundance Scan 2934 (20.526 min): BG055735.D\data.ms (-2930) (- | m/z 57.05 100.00%
57.0
5000 M
225.0 20.50 |
ol dihd M‘ JthOA83L, |, 29513421 0L 4300 76.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0
5000 —— :
20.50
m/z 71.10 65.85%
O T \“\ } “‘ “‘ \“‘\““ \“‘ \]T\ { “()\]-\8\3\(‘)\ T \2\5‘4\0\\ T ‘ T T 1T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
U \
20.50
5000 m/z 85.00 41 .40%
9.0
ol |11y oo 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #107235: Pentadecane, 2-methyl- —— ‘
43.0 20.50
m/z 41.00 26.17%
e =0 W
‘ ][27 0 183.0
ol bbb Ly, 80 —
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG®55735.D

Acq On : 22 Nov 2022 11:31

Operator : CG/JU

Sample : N5686-01

Misc

ALS vial : 4

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Tricosane, 2-methyl- Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
20.972 4.70 ng 189878  Chrysene-d12 21.901
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tricosane, 2-methyl- 338 (C24H50 001928-30-9 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3010 (20.972 min): BG055735.D\data.ms (-3007) (- | m/z 57.00 100.00%
57.0

5000 W\W
2100
155.1 239.1
0“\“““““““‘ Lao2 B9TAZ900 81623569y, 43,10 65.30%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 LI
21.00
m/z 71.10 58.82%
ol L \ || ‘\ ] 1410183022502670 323.0 380.0
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\T\‘\\\\‘\\\\‘

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

g

Abundance #246491: Tricosane, 2-methyl-
43.0
21.00
5000 ITI/Z 85.05 40.01%
5.0
ol ”\L | | 127.0169.0211.0253.02%°% 3380
i ““““‘““““““““““““
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 21.00
m/z 41.00 25.97%
o MW
ol |} H | 141 0183.0225.0 281.0 337.0 394.
““““““““““‘“““““““““ ——
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Nonadecane, 1l-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.501 8.88 ng 358542  Chrysene-d12 21.901
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane, 1-chloro- 302 C19H39Cl1 062016-76-6 97
2 Heptadecane 240 C17H36 000629-78-7 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Pentadecane 212 C15H32 000629-62-9 92
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 91
Abundance Scan 3100 (21.501 min): BG055735.D\data.ms (-3097) (- | m/z 57.10 100.00%
57.1
5000 MM\A]
1 21.50 |
’ 161.0 :
(-1 m‘“‘ u“m il 2300 80213442 4010 43010 73.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202271: Nonadecane, 1-chloro-
57.0
5000 —— ‘
21.50
m/z 71.10 57.14%
.0
04 \“\ ‘\““ T “h‘ h? “\M } ‘%4\'7\0\ \2\0‘3\92\4\'5‘9\ \3\0“2\9 L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane
57.0
L
21.50
5000 m/z 85.10 40.96%
0 m %9'0 14101830 2400 m
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #158599: Nonadecane T
57.0 21.50
m/z 55.00 38.49%
(; 9.0 Lo 268.0
Y183.0
ool Ll 1m0mse | .
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.071 4.63 ng 186827  Chrysene-d12 21.901
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Hexacosane 366 C26H54 000630-01-3 81
3 Nonadecane 268 C19H40 000629-92-5 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
Abundance Scan 3197 (22.071 min): BG055735.D\data.ms (-3194) (- | m/z 57.05 100.00%
57.0
5000 MMM
9.0 T
22.00
N i li1380720  2510289.1330.1 . 4305 g5.56%
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
5000 —— :
22.00
m/z 71.18 57.17%
41.0
DLl ooy o
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T \
22.00
5000 m/z 85.10 46.92%
9.0
0 ‘ w‘\ ll uh\ h\ “\‘ h‘ %4%9 1‘830 2250 2670 3090 367(
e e T
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T
57.0 22.00
m/z 41.00 28.30%
5000 x/&“qu]\MAJ\WJ\ﬁWWWVVW
oL [ |77 14101830 225 0 2680
el e —
m/z--> 50 100 150 200 250 300 350 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acq On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc

ALS Vial : 4  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Docosane, 11-butyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.712 4.14 ng 167014  Chrysene-d12 21.901
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
2 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 91
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 3306 (22.711 min): BG055735.D\data.ms (-3303) (- | m/z 57.05 100.00%

57.0
5000

—— —
13 2061 2810 22.50 23.00
0 ‘HM Nu‘qﬂ‘w}eﬁq“‘““‘H“3?§4§79%‘4?9f m/z 43.05  60.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275544: Docosane, 11-butyl-
57.0
5000 — ——
22.50 23.00

m/z 71.10  58.30%

b AU 26607100 2640390 o0
m/z--> 50 100 150 200 250 300 350 400
Abundance #275553: Octadecane, 5,14-dibutyl-
43.0

T
22.50 23.00

5000 ITI/Z 85.10 39.78%
126.0 309.0
ol bl L, 1390 zm0 *% ses0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane T ——
57.0 22.50 23.00

0 \‘ .H 1 1\ .\ 117690‘22402680
I A A e e

T T
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00

5000
}
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55735.D

Acqg On : 22 Nov 2022 11:31
Operator : CG/JU

Sample : N5686-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
2-Pentanone, 4-... 5.297 14.7 ng 230329 1 8.246 314470 20.0
Tridecane 12.447 4.6 ng 99654 2 11.072 430728 20.0
Pentadecane 14.727 3.7 ng 103511 3 14.868 558983 20.0
Hexadecane 15.673 4.3 ng 120275 3 14.868 558983 20.0
Octadecanoic acid 16.243 132.9 ng 4004620 4 17.606 602621 20.0
Tetradecane 16.536 8.9 ng 267817 4 17.606 602621 20.0
Octadecane 17.329 3.9 ng 118509 4 17.606 602621 20.0
Nonadecane 18.064 4.8 ng 144848 4 17.606 602621 20.0
n-Hexadecanoic ... 18.469 48.1 ng 1450890 4 17.606 602621 20.0
Dodecane, 2-met... 18.751 5.8 ng 173984 4 17.606 602621 20.0
Heneicosane 19.374 7.3 ng 221041 4 17.606 602621 20.0
Pentadecanoic acid 19.727 74.0 ng 2228570 4 17.606 602621 20.0
Heptacosane 19.944 4.0 ng 160772 5 21.901 807272 20.0
Bis(2-ethylhexy... 20.126 5.5 ng 223410 5 21.901 807272 20.0
Heptadecane 20.473 6.0 ng 243562 5 21.901 807272 20.0
Pentadecane, 2-... 20.526 4.2 ng 168851 5 21.901 807272 20.0
Tricosane, 2-me... 20.972 4.7 ng 189878 5 21.901 807272 20.0
Nonadecane, 1-c... 21.501 8.9 ng 358542 5 21.901 807272 20.0
Tetracosane 22.071 4.6 ng 186827 5 21.901 807272 20.0
Docosane, 11-bu... 22.712 4.1 ng 167014 5 21.901 807272 20.0
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