LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0@4487.D

Acqg On : 07 Jan 2021 19:12 Instrument :
Operator : CG/JU BNA_P

Sample : M1le25-01 ClientSampleld :
Misc : HD-01-010621

ALS Vvial : 10 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_P\METHODS\8270E-BP121120.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@4487.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.940 293 298 307 rVB 285651 426077 2.34% 0.369%
2 5.405 371 377 394 rVB 3819478 5599293 30.81% 4.849%
3 6.987 638 646 663 rBV 3625313 5986487 32.94% 5.184%
4 7.816 779 787 797 rBV 1225992 1976102 10.87% 1.711%
5 8.969 977 983 991 rVV 2309771 3914575 21.54%  3.390%

6 10.610 1251 1262 1269 rBV 1553393 3025198 16.
7 11.640 1432 1437 1447 rBV3 97156 201174 1
8 11.804 1456 1465 1473 rBvV2 101741 194030 1.07%
9 12.040 1495 1505 1516 rBV 357542 611278 3
10 13.004 1664 1669 1674 rVB3 138935 200781 1

OO0 O0ON
[y
[e))
©
R

11 13.081 1674 1682 1691 rBV 5706863 8544850 47.02%
12 13.292 1711 1718 1724 rBV 462273 699241 3.85%
13 13.916 1820 1824 1827 rBV 129494 194916 1.07%
14 14.369 1895 1901 1966 rBV 517177 670110 3.69%
15 14.463 1909 1917 1924 rVV2 1966894 3043698 16.75%

NOOON
=
(o))
o}
B

16 15.322 2059 2063 2068 rVB 462527 578157 3.18%
17 15.733 2126 2133 2137 rBV 136959 230725 1.27%
18 15.957 2165 2171 2180 rBV 3124774 4725275 26.00%
19 16.192 2206 2211 2219 rBV 441422 764850  4.21%
20 16.986 2342 2346 2351 rBV 354569 445904  2.45%

OO0 P,POO
[
O
N
R

21 17.039 2351 2355 2365 rVB 151145 273808 1.51%
22 17.222 2380 2386 2391 rBV 1881849 2761243 15.19%
23 17.733 2468 2473 2476 rBV 302077 387535 2.13%
24 17.775 2476 2480 2488 rVB2 418080 534804  2.94%
25 17.904 2496 2502 2507 rBV 7871575 9817034 54.02%

OO NO
w
w
[e))
R

26 18.404 2581 2587 2591 rBV = 248145 347603 1.91% ©0.301%
27 18.857 2659 2664 2668 rBV 513729 633974  3.49%  0.549%
28 19.010 2684 2690 2692 rBV 13317978 17431372 95.92% 15.096%
29 19.039 2692 2695 2706 rVB2 13173779 18173441 100.00% 15.738%
30 19.163 2712 2716 2722 rBV 2603024 3127257 17.21% 2.708%

31 19.239 2725 2729 2735 rVW 297538 417246 2.30% 0.361%
32 19.522 2773 2777 2782 rVWW3 287517 426085 2.34% 0.369%
33 19.592 2782 2789 2798 rVB2 238090 613493 3.38% ©.531%
34 19.792 2817 2823 2828 rBV 6378983 8034888 44.21% 6.958%
35 19.998 2854 2858 2861 rBV2 255496 334487 1.84% ©.290%

36 20.127 2877 2880 2887 rVB3 253626 360826 1.99% ©0.312%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0@4487.D

Acqg On : 07 Jan 2021 19:12
Operator : CG/JU

Sample : Ml1e25-01

Misc :

ALS Vvial : 10 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_P\METHODS\8270E-BP121120.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.233 2894 2898 2902 rVB2 256927 296863 1.63% ©.257%
38 20.463 2933 2937 2943 rVB 272056 383203 2.11% ©.332%
39 20.663 2967 2971 2976 rBV 1010968 1210014 6.66% 1.048%
40 20.710 2976 2979 2983 rVB 240330 284406 1.56% ©.246%
41 20.839 2996 3001 3005 rVB3 132427 234705 1.29% ©.203%
42 21.039 3031 3035 3042 rBV3 209487 410829 2.26% 0.356%
43 21.157 3051 3055 3060 rVB3 211326 350287 1.93% ©0.303%
44 21.321 3077 3083 3087 rBV 2406265 3223507 17.74%  2.792%
45 23.674 3476 3483 3491 rBV2 1754998 3369938 18.54%  2.918%

Sum of corrected areas: 115471569
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
1.2e+07
le+07
8000000
6000000
4000000

2000000

: 07 Jan 2021 19:12
: CG/JU
: M1e25-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
BP004487.D

: 10 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

TIC: BP004487.D\data.ms

5.405 6.987
8.969

10.610

7.816
4.940 11546

0
Time-->
Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP004487.D\data.ms
1D(HBY

17.904

19.792
13.081

15.957

19.163

2.040 13.008292  13.016 14309 18.404 18-85719. 239520721 LUEIEBAE

0

Time-->  12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

o

TIC: BP004487.D\data.ms

21.321
23.674

D.663
01842035

Time-->

8270E-BP12112

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
4.940 4.31 ng 426077 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Tetraglyme 222 C10H2205 000143-24-8 32
3 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 23
Abundance Scan 298 (4.940 min): BP004487.D\data.ms (-293) (-) m/z 43.00 100.00%

43.0
5000
101.0

J‘ 4.60 4.80 5.00 5.20
L |

207.9 276.4 361.4 430.5489.4548.

Ol B 52 2008 9014 49008092998, m/z 59.80  60.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N N R R R R

4.60 4.80 5.00 5.20

m/z 100.95 25.43%
101.0
O‘\JHIV‘%[\\‘\‘T\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78615: Tetraglyme
59.0
 AREEEEE RN LR
4.60 4.80 5.00 5.20
5000 ITI/Z 57.95 18.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #44459: 2,5,8,11-Tetraoxadodecane R AABRRRREEN
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.34%
5000
L g
ol e s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.040 4.04 ng 611278 Naphthalene-d8 10.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Heptadecane 240 C17H36 000629-78-7 78
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 72
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 1505 (12.040 min): BP004487.D\data.ms (-1495) (- m/z 57.10 100.00%
57.1

N

5000
U \
144.9 12.00
ob AL 280 2153 28313431 414247265355 ) 4305  70.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48835: Tridecane
57.0
5000 T |
12.00
m/z 71.05 63.94%
ol L] 12701850
‘\\TY’\ff\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94345: Heptadecane
57.0
U \
12.00
5000 ITI/Z 85.05 41.03%
0 1‘\ JI1\217'0 240.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48894: Decane, 2,3,5-trimethyl- =
57.0 12.00
m/z 41.05 36.65%
5000
141.0
Y R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 7
R.T. EstConc Area Relative to ISTD R.T.
13.292 4.59 ng 699241  Acenaphthene-die 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 1-Todo-2-methylnonane 268 C10H211I 1000101-47-9 68
3 Tridecane 184 C13H28 000629-50-5 64
4 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 1718 (13.292 min): BP004487.D\data.ms (-1711) (- m/z 57.05 100.00%
57.0

e -
‘ 154.0 13.00 13.50
o"Hkplmﬁwumh‘HWH?ﬁif‘_‘3ﬁ+§w43%?f9ﬁ§§4%“ m/z 43.05 69.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59879: Tetradecane
57.0
5000 e S
13.00 13.50
m/z 71.05 68.99%
27.0 198.0
O‘\\J‘\ “\‘\\1\‘[‘]]\\‘\\l’l\\\\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #116708: 1-lodo-2-methylnonane
43.0
=y -
13.00 13.50
5000 m/z 85.10  47.07%
o LT a0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48835: Tridecane L =
57.0 13.00 13.50
m/z 41.05 33.79%
h W\J\M
OWH‘ﬁﬁwo N o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.369 4.40 ng 670110  Acenaphthene-die 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 1901 (14.369 min): BP004487.D\data.ms (-1895) (-  m/z 57.05 100.00%
57.0

N

5000
- =
‘ 1271 2122 14.00 14.50
of L LLfZTL 2122 28093428 4206 8394 ./, 7105  68.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane
57.0
5000 oL S
14.00 14.50
m/z 43.05 68.07%
J [ | 127.0 198.0
O‘\\\l\‘\\‘\\“\ﬂ\l\v‘\1\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71393: Pentadecane
57.0
= —
14.00 14.50
5000 m/z 85.05 46.61%
m 127.0 212.0
Y B o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48894: Decane, 2,3,5-trimethyl- P T
57.0 14.00 14.50
m/z 41.05 32.86%
5000
141.0
o"J\\“m‘_":_‘H‘w‘HH_‘H_Wwwww — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.322 3.80 ng 578157  Acenaphthene-d10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Nonadecane 268 C19H40 000629-92-5 74
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2063 (15.322 min): BP004487.D\data.ms (-2059) (-  m/z 57.05 100.00%
57.0

N

5000
= =
71 9962 15.00 15.50
o AMUIPIT 2262 3310 42894908549 ./, 71 65 76.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83026: Hexadecane
57.0
5000 P s
15.00 15.50
m/z 43.05 64.11%
M P 70 2260
O‘\\H‘!“‘\‘WJ‘!"!\I\W“"\‘!\\‘!\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71393: Pentadecane
57.0
— —
15.00 15.50
5000 m/z 85.05 49.25%
o LTS 2120
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane T —
57.0 15.00 15.50
m/z 41.10 30.90%
h WLL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Tridecane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.192 5.54 ng 764850  Phenanthrene-die 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2211 (16.192 min): BP004487.D\data.ms (-2206) (- m/z 57.10 100.00%
57.1

%

5000
| PF 2402 16.00 16.50
Ol P Ty S0 3274 4234 5123 myz 71.10 75.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane
57.0
5000 Rl —
16.00 16.50
m/z 43.10 66.82%
“ [‘ {27.0 198.0
O‘\\\l\‘\\\\‘f\\\‘\\\\l]\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83027: Hexadecane
57.0
—— —
16.00 16.50
5000 m/z 85.05 51.68%
‘ | pz70 2260
O A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo- T T
57.0 16.00 16.50
m/z 41.10 30.79%
5000
’ 183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 7 Heptacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.986 3.23 ng 445904  Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Pentadecane 212 C15H32 000629-62-9 87
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Heptacosane 380 C27H56 000593-49-7 80
5 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 72

Abundance Scan 2346 (16.986 min): BP004487.D\data.ms (-2342) (- m/z 57.10 100.00%
57.1

P

5000
1 pzr.l 254.3 17.00
ol AdbiCf.192.02543 329.9 400.2  4910549. ./, 71 5  75.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane
57.0
5000 T T
17.00
m/z 43.10 64.46%
oL LI 1} az7.0 1980
‘\\\\’\\\\‘\\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71393: Pentadecane
57.0
——
17.00
5000 ITI/Z 85.05 52.08%
o LIl 270 2120
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83024: Hexadecane T
57.0 17.00
m/z 41.00 30.10%
B /\MJM
‘ 27.0 226.0
0 ,Juu"l"H_m_m_H“mWH‘W‘W‘W“ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.733 2.81 ng 387535  Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heptadecane 240 C17H36 000629-78-7 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 91
4 Tetradecane 198 C14H30 000629-59-4 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 2473 (17.733 min): BP004487.D\data.ms (-2468) (- m/z 57.05 100.00%
57.0
== =
PF 21122683 17.50 18.00
0k _kuw 208,0326.9384.0 4500 5350  n/z 71.10  77.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83024: Hexadecane
57.0
5000 e e
17.50 18.00
m/z 43.10 63.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94345: Heptadecane
57.0
— —
17.50 18.00
5000 m/z 85.10 53.86%
‘ 127.0 240.0
LR e n
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83051: Dodecane, 2-methyl-6-propyl- T —
57.0 17.50 18.00
m/z 41.05 31.74%
5000
140.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9 9-Hexadecenoic acid, methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

17.775 3.87 ng 534804  Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 96
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
3 Methyl hexadec-9-enoate 268 C17H3202 010030-74-7 91
4 14-Methylpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 83
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 60

Abundance Scan 2480 (17.775 min): BP004487.D\data.ms (-2476) (- m/z 55.00 100.00%

55.0 '
5000
31 1942 —_—— A
‘ lzse.1 17.50 18.00
ol whwt MH_H 208.1 3407399.24603 549!  1/; 69.00  74.55%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #117511: 9-Hexadecenoic acid, methyl ester, (2)-
53.0

R

5000 ‘
17.50 18.00
m/z 74.00 64.87%
236.0
O\H‘“J'*””mmM”\w“m\H“M*H\*H*\H*W**H\‘H‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
l7f50 18.‘00
5000 m/z 41.10  59.37%
0‘1’ H |‘I\‘“ll‘\|\‘l“lu§}w‘”‘HH‘HH‘HH‘HH‘HH‘HH“ JL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117464: Methyl hexadec-9-enoate —— T
55.0 17.50 18.00
m/z 87.00 50.01%
5000
‘ 1520 2360
O\M’“ “W*M‘”‘M‘”\”‘w‘”‘w‘”\”‘w‘”‘w T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 10 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.904 71.11 ng 9817030  Phenanthrene-die 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 86

Abundance Scan 2502 (17.904 min): BP004487.D\data.ms (-2496) (- m/z 74.00 100.00%

74.0
5000
143.0
11
ow‘l*“\»u‘u_wmkq 1304.9361.4418.0476.:35328  n/z g6 o5 75.18%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000
1800
143.0 m/z 43.85  25.26%
‘ ‘ 227.0
O\\\\‘\\\i‘\i“\l\‘\\‘\\‘\‘\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84485: Tridecanoic acid, methyl ester
74.0
——
18.00
5000 ITI/Z 55.05 22.76%
143.0
L 2280
o"""w‘um"""""""""‘H_ww_ww_
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #119423:Pemadecanmcacm,144nemyh,meﬂwleﬁer =
74.0 18.00
m/z 41.10 19.12%
5000
L, 250 2o
Ot e e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.404 2.52 ng 347603  Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 87
5 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 2587 (18.404 min): BP004487.D\data.ms (-2581) (-  m/z 57.10 100.00%

57.1
5000
18.50
127.1 :
ol AL fPI Taee 12031 3200 4201 5027 uiu 7146 75.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
57.0
5000 R
18.50
m/z 43.10 63.12%
. J 197.0 282.0
O\\‘\\‘\\\\‘\\\!‘\‘g\‘\‘!\\T‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
57.0
r——
18.50
5000 m/z 85.05 56.37%
0 w PF70 197.0 268.0
H“H‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H“‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane —
57.0 18.50
m/z 41.05 29.60%
5000
oL, | E27:0 197.0 2810 394.0
H‘WH‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘HM‘H‘H‘W‘H‘_ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 12 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.857 4.59 ng 633974  Phenanthrene-die 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 64
2 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 43
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
4 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-6 35
5 3-Methylpentyl ethylphosphonoflu... 196 C8H18FO02P 1000298-39-1 27

Abundance Scan 2664 (18.857 min): BP004487.D\data.ms (-2659) (-  m/z 57.05 100.00%
57.0

=

5000
= ‘ ‘
l 169.1 18.50 19.00
Orrbddd L T 267.3326.0386.04452503.2 /7 113,10 66.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 — —
18.50 19.00
m/z 97.05 54.94%
0 1 4 uh\ A 16‘80
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #124142: Sulfurous acid, cyclohexylmethyl heptyl ester

—

97.0
— ‘ ‘
18.50 19.00
5000 ITI/Z 55.00 26.07%
29? ‘
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54934: Octane, 2-bromo- — 7
57.0 18.50 19.00
m/z 83.10 24.02%
5000
0 |11410 192.0
A e T e T e — =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 13 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.010 126.26 ng 17431400 Phenanthrene-di10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98

Abundance Scan 2690 (19.010 min): BP004487.D\data.ms (-2684) (- m/z 67.05 100.00%

67.
5000

19 00

*1?5.0 263.1
M\\ mh“l\ [ 292.1 | 820.2_400.9458.8515.8

O e o il e S P o m/z 81.05 92.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139708: 9,12-Octadecadienoic acid, methyl ester
671.0
5000 ‘ ‘
19.00
m/z 95.05 66.47%
50.0
294.0
oL LU 223.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
\
1900
5000 ITI/Z 55.05 58.09%

o

294.0
mhl'mw”?‘)
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-

67.0 1900
m/z 82.05 46.07%

5000 /\k
oAl J\iu m o 262.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 14 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.039 131.63 ng 18173400 Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 93
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 92
4 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 89
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 89

Abundance Scan 2695 (19.039 min): BP004487.D\data.ms (-2692) (-  m/z 55.10 100.00%

55.1
5000
264.1
180.2 =T \
H ‘ H ST ‘ \ 19.00
ok ARMRMRbR ko | 3261 401.1462.45200 1/ 6910 78.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 i :
19.00
3.0 m/z 74.00 76.83%
' " 180.0 264.0
O\\‘\“ ‘\H\\‘H“l\ﬂ‘\lll\‘JI\J“‘A\"\\\‘\\‘\\\‘\“\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0
T T
19.00
5000 ITI/Z 83.10 70.50%
264.0
W iisecaaml
ob bbbt L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141283: 15-Octadecenoic acid, methyl ester = ‘
55.0 19.00
m/z 97.10 62.58%
5000
264.0
1 {rveendil
oHH‘MMu\hW"uJ"“fhw‘HuW‘H‘mWm‘mwmwm“ s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.163 22.65 ng 3127260  Phenanthrene-d10 17.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 2716 (19.163 min): BP004487.D\data.ms (-2712) (-  m/z 74.00 100.00%

74.0
5000
143.0 IR 17
| ‘ 25‘5-2 19.00 19.50
ou"_Hwhhu"_‘mkm‘m‘“3‘2‘92“3?5“44““?‘4594‘9“‘ m/z 87.00  76.17%
mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #143130: Methyl stearate
74.0
5000 — —
19.00 19.50
143.0 m/z 43.10 29.62%
‘ 255.0
O\\\\‘\\I\L\\‘\\l\\\‘\\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
= —
19.00 19.50
5000 m/z 55.0  24.18%
143.0 298.0
ol sl el |
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #119423:Pemadecanmcacm,144nemyh,meﬂwleﬁer e —p—=
74.0 19.00 19.50
m/z 74.95 19.98%
5000
L a0z
Ok e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 17 Methyl 1@-trans,12-cis-octa... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

19.522 2.64 ng 426085 Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 1@-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 97
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 94
3 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 93
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 93
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 91

Abundance Scan 2777 (19.522 min): BP004487.D\data.ms (-2773) (- m/z 67.00 100.00%

67.0
5000
294.1 e :
\‘ “ 1501 004 19.50
Ob bRy S0 ) 35504179 4942 o g1 00 70.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139709: Methyl 10-trans,12-cis-octadecadienoate
67.0
5000 — ‘
19.50
294.0 m/z 95.05 52.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139701: Methyl 9-cis,11-trans-octadecadienoate
67.0
T \
19.50
5000 ITI/Z 79.00 40.19%
294.0
o MULLEETS, 200
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139735: 9,11-Octadecadienoic acid, methyl ester, (E,E)- —— ‘
67.0 19.50
m/z 82.00 37.46%
5000
294.0
150.0
1T e L A .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 19 unknown20.663 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.663 7.51 ng 1210010 Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxylic acid, 2-et... 184 C10H1603 113122-03-5 38
2 Acetamide, 2-(4-methyl-1-piperaz... 267 C13H18CIN30 296245-55-1 38
3 Ribitol, 1,3:4,5-di-0-(ethylbora... 212 C9H18B204 1000149-52-8 37
4 Pentyl ethylphosphonofluoridate 182 C7H16FO02P 162085-84-9 35
5 Cyclopropanecarboxylic acid, 2,2... 154 C9H1402 074685-76-0 35

Abundance Scan 2971 (20.663 min): BP004487.D\data.ms (-2967) (- m/z 57.05 100.00%
57.0

o J@M
— —
\ 169.2 20.50 21.00
ol Adbidd | 2271 3021 41494781 849 ./, 19316 76.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48382: Cyclohexanecarboxylic acid, 2-ethenyl-6-hydrox
118.0
5000 e —
1.0 20.50 21.00
m/z 97.10 69.56%
i [zeso
O' \“\‘h\“h\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116230: Acetamide, 2-(4-methyl-1-piperazinyl)-N-(3-chlc
118.0
— —
20.50 21.00
5000 ITI/Z 83.05 28.61%
42.0
267.0
0 "‘“nLJ\m‘e"‘1‘9]:9‘w‘Lm"‘H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71658: Ribitol, 1,3:4,5-di-O-(ethylboranediyl)-2-deoxy- e ——
118.0 20.50 21.00
m/z 55.05 26.94%
B MWJ\/\MV
P9.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : @07 Jan 2021 19:12
Operator : CG/JU

Sample : M1e25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 20 1-Heneicosanol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

21.039 2.55 ng 410829 Chrysene-d12 21.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Cyclotriacontane 420 C30H60 000297-35-8 89
3 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 89
4 Dotriacontyl pentafluoropropionate 612 C35H65F502 1000351-81-4 87
5 Tetratriacontyl trifluoroacetate 591 C36H69F302 1000351-75-3 87

Abundance Scan 3035 (21.039 min): BP004487.D\data.ms (-3031) (- m/z 57.10 100.00%
57.1

5000 M
H 163.1 226.1 ‘21\00‘ [
= 302.1 .
obthhil] L “ btk AOLO 48935470, 43,10 65.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155048: 1-Heneicosano
57.0
5000 — :
21.00
125.0 294.0 m/z 71.05  65.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219330: Cyclotriacontane
57.0
T I
4200 21.00
5000 ' m/z 83.05 56.71%
125.0
Ll ‘ll ‘ ‘ 1 1195'0 265.0 363.0
b b 2 P20
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107668: 1-Hexadecanol, 2-methyl- —— ‘
57.0 21.00
m/z 69.05 49.03%
- M
LR 2w
O bt e e e ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010721\
Data File : BP0O@4487.D

Acqg On : 07 Jan 2021 19:12
Operator : CG/JU

Sample : M1@25-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.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|
2-Pentanone, 4-... 4.940 4.3 ng 426077 1 7.816 1976100 20.0
Tridecane 12.040 4.0 ng 611278 2 10.610 3025200 20.0
Tetradecane 13.292 4.6 ng 699241 3 14.463 3043700 20.0
Pentadecane 14.369 4.4 ng 670110 3 14.463 3043700 20.0
Hexadecane 15.322 3.8 ng 578157 3 14.463 3043700 20.0
Tridecane, 1-iodo- 16.192 5.5 ng 764850 4 17.222 2761240 20.0
Heptacosane 16.986 3.2 ng 445904 4 17.222 2761240 20.0
Heptadecane 17.733 2.8 ng 387535 4 17.222 2761240 20.0
9-Hexadecenoic ... 17.775 3.9 ng 534804 4 17.222 2761240 20.0
Hexadecanoic ac... 17.904 71.1 ng 9817030 4 17.222 2761240 20.0
Eicosane 18.404 2.5 ng 347603 4 17.222 2761240 20.0
2,4,4,6,6,8,8-H... 18.857 4.6 ng 633974 4 17.222 2761240 20.0
9,12-Octadecadi... 19.010 126.3 ng 17431400 4 17.222 2761240 20.0
9-Octadecenoic ... 19.039 131.6 ng 18173400 4 17.222 2761240 20.0
Methyl stearate 19.163 22.6 ng 3127260 4 17.222 2761240 20.0
Methyl 10-trans... 19.522 2.6 ng 426085 5 21.321 3223510 20.0
unknown20.663 20.663 7.5 ng 1210010 5 21.321 3223510 20.0
1-Heneicosanol 21.039 2.5 ng 410829 5 21.321 3223510 20.0
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