LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28574.D

Acqg On : 27 Jan 2021 17:56
Operator : CG/JU

Sample : M1236-04

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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28574.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.528 391 398 408 rBB 334209 504146 66.03% 9.969%
2 7.175 671 678 689 rBvV 312067 529913 69.41% 10.478%
3 7.969 807 813 820 rBB 90233 139285 18.24% 2.754%
4 9.139 1006 1012 1019 rBV 202571 330821 43.33% 6.541%
5 10.780 1283 1291 1298 rVB 114908 187109 24.51% 3.700%
6 13.239 1702 1709 1715 rBV 438168 644468 84.41% 12.743%
7 14.615 1937 1943 1949 rBV 151967 223726 29.30% 4.424%
8 16.098 2190 2195 2204 rBV 323888 461084 60.39% 9.117%
9 17.345 2401 2407 2412 rBV 177220 237963 31.17% 4.705%
10 18.221 2551 2556 2565 rBV 80428 110308 14.45%  2.181%
11 18.715 2636 2640 2646 rVB 6170 9031 1.18% 0.179%
12 18.974 2679 2684 2688 rBV 42556 52631 6.89% 1.041%
13 19.062 2694 2699 2705 rBV 13987 17501 2.29% 0.346%
14 19.486 2767 2771 2779 rBV 35156 48158 6.31% ©.952%
15 19.603 2787 2791 2795 rBV 11726 13611 1.78% 0.269%
16 19.939 2843 2848 2853 rBV 636733 763465 100.00% 15.096%
17 20.133 2877 2881 2887 rVB3 6030 7993 1.05% ©.158%
18 20.603 2958 2961 2966 rBV 12139 15634 2.05% 0.309%
19 20.809 2992 2996 3001 rBV 44284 54181 7.10% 1.071%
20 20.856 3001 3004 3008 rVB 9621 12001 1.57% 0.237%
21 21.180 3055 3059 3064 rBV 104468 119911 15.71% 2.371%
22 21.480 3105 3110 3115 rBV 230614 277263 36.32% 5.482%

23 23.744 3489 3495 3503 rVB2 158145 297063 38.91% 5.874%

Sum of corrected areas: 5057266
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28574.D

Acqg On : 27 Jan 2021 17:56
Operator : CG/JU

Sample : M1236-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM028574.D\data.ms
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Abundance TIC: BM028574.D\data.ms
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Abundance TIC: BM028574.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28574.D

Acqg On : 27 Jan 2021 17:56
Operator : CG/JU

Sample : M1236-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.221 9.27 ng 110308 Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2556 (18.221 min): BM028574.D\data.ms (-2551) (- m/z 73.05 100.00%

43.0 |73.0
5000
129.1
= —
um ‘ | 171.1 ‘ 256.1 18.00 18.50
ol AL m/z 43.05 99.57%
miz-> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 U CT
18.00 18.50
97.0 1710 9130 256.0 m/z 60.00  95.29%
oL— ‘M‘ U!\ Hu M‘H\ ‘H‘\ il ‘ ‘ ‘ . \‘ ““\‘ . “\‘ N
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
—— —
18.00 18.50
5000 129.0 ITI/Z 41.05 84.63%
‘ 199.0 2420
oL H H‘n il HHM“H H\h‘\‘ i ‘\‘ 1670/ \i ‘\“ ‘
m/z--> 50 100 150 200 250
Abundance #72648: Tridecanoic acid oA —
73.0 18.00 18.50
m/z 55.05 80.54%
43.0
5000
129.0
1710 2140
01‘41‘0‘\‘ Ud‘u‘n‘ uh“ HM ‘hm‘w \‘m‘ “\ ‘\‘ ‘ “\‘ — o L
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28574.D

Acqg On : 27 Jan 2021 17:56
Operator : CG/JU

Sample : M1236-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 unknownl8.974 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.974 4.42 ng 52631 Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 37
2 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 32
3 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 28
4 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 25
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 25
Abundance Scan 2684 (18.974 min): BM028574.D\data.ms (-2679) - m/z 57.05 100.00%
57.0
5000 113.1
19.00
169.2 :
(- u“‘ A “ Ao 2000 2809 /7 113.10  44.86%
miz-> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 [ N Ay
19.00
113.0 m/z 97.10 44.52%
gL ‘ ‘\“ 168.0
O\\\\‘\\‘\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate /\
57.0
oo Loyt
19.00
5000 m/z 55.05 27.47%
97.0
0150 “\ L 1310 M0 a070 311
e
miz--> 50 100 150 200 250 300
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl- —
57.0 19.00
m/z 83.10 20.43%
5000 113.0
0715' u‘lh‘u‘m‘m‘,HH_H“HH_‘
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28574.D

Acqg On : 27 Jan 2021 17:56
Operator : CG/JU

Sample : M1236-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.486 3.47 ng 48158 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 2771 (19.486 min): BM028574.D\data.ms (-2767) (- m/z 43.05 100.00%

43.0 73.0
5000
129.0
) ——
| ‘ 18‘5.1 2412 284 S
0l ‘u‘,“ Il HMHW SN D “ L wz 7380 99.22%
miz-> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 —
19.50
‘ 185.0 2410 284 m/z 60.00 86.45%
ob—— }‘H’ h“ \‘H‘w““\‘h“w \M “H} m“ ‘ L “ “\‘ \‘ \“ L “\ ‘\‘ , “‘\‘
miz--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
T ‘ A\ M T
19.50
5000 129.0 m/z 57.10 82.49%
‘ 199.0 2420
ol W,HL il HHM“H H\h‘\‘ il ‘\“1‘6@0{\‘ \i . ‘\“ .
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid —
60.0 19.50
m/z 55.05 77.13%
5000 129.0
7.0 1710 2130 2560
o) M— ‘M’H‘\ W “H“‘\‘ Hhu\ ;‘u‘\‘n} ‘\ | “‘ “ “‘ \‘ ““ T Pl —r—
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28574.D

Acqg On : 27 Jan 2021 17:56
Operator : CG/JU

Sample : M1236-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.809 3.91 ng 54181 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 59
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
3 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 35
4 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 25
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-6 25

Abundance Scan 2996 (20.809 min): BM028574.D\data.ms (-2992) - m/z 57.10 100.00%
57.1

113.1
5000
20‘50‘ él‘Od
169.2 . .
ok Alid b TT2OT0 2810 3409 71310 s3.81%
m/z--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 nafubly—on )
20.50 21.00
113.0 m/z 97.05 52.38%
[ ‘M\“\“\‘h“\“‘ \““\ T ‘1\6§\0\ LB I B
miz--> 50 100 150 200 250 300 350
Abundance #54934: Octane, 2-bromo-
57.0
o T
20.50 21.00
5000 ITI/Z 55.05 29.19%
113.0
olﬁ' L1, | 15101020
A L B I L e S e
miz--> 50 100 150 200 250 300 350
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate o —r
57.0 20.50 21.00
m/z 83.05 23.50%
5000
97.0
169.
0150 “\ L 90 70 311.0
e e e e e Rl = e
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28574.D

Acqg On : 27 Jan 2021 17:56
Operator : CG/JU

Sample : M1236-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.180 8.65 ng 119911 Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94

Abundance Scan 3059 (21.180 min): BM028574.D\data.ms (-3055) (- m/z 57.10 100.00%
57.1

7.1
5000
o s
91 1910 : :
| M ‘H‘ o bl B0 910 sz 43.e5  95.38%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 — ——
21.00 21.50
250 m/z 55.05 91.03%
O‘V_JJF‘M ‘H‘h ““\\]\-9\6‘9\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
1 —
21.00 21.50
5000 ITI/Z 83.10 71.22%
39.0 210.0
tsg )LL) gm0 2100ms50  aseo
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester T —
57.0 21.00 21.50
97.0 m/z 69.10 65.16%
h AML
0 \‘ \“ i ‘\ \‘\ l ‘h 1 1820 2380 283.0 384.(
“““‘ —T— ——
m/z--> 50 100 150 200 250 300 350 21.00 21.50

8270-BM012021.M Thu Jan 28 15:49:51 2021 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM028574.D

Acqg On : 27 Jan 2021 17:56
Operator : CG/JU

Sample : M1236-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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|
n-Hexadecanoic ... 18.221 9.3 ng 110308 4 17.345 237963 20.0
unknownl18.974 18.974 4.4 ng 52631 4 17.345 237963 20.0
Octadecanoic acid 19.486 3.5 ng 48158 5 21.480 277263 20.0
2,4,4,6,6,8,8-H... 20.809 3.9 ng 54181 5 21.480 277263 20.0
Trichloroacetic... 21.180 8.7 ng 119911 5 21.480 277263 20.0
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