LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020640.D

Aca On : 31 May 2019 22:00

Operator : JU/SJ

Sample = K3072-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM053119.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.069 9 14 29 rVvB 2363512 2715676 23.47% 2.946%
2 5.416 405 413 430 rBVY 5793249 8349009 72.16% 9.057%
3 6.998 674 682 697 rBY 5887550 9388101 81.14% 10.184%
4 7.369 737 745 754 rBVY 5872572 9314775 80.50% 10.105%
5 7.834 818 824 831 rBY 1088474 1711960 14.80% 1.857%
6 8.151 871 878 886 rBY 3982379 6516175 56.32% 7.069%
7 8.998 1013 1022 1031 rBV 3280265 5585195 48.27% 6.059%
8 10.628 1290 1299 1306 rBV 1331739 2317310 20.03% 2.514%
9 11.645 1460 1472 1484 rBV 616168 1083818 9.37% 1.176%
10 13.092 1711 1718 1726 rBV 7229684 10829987 93.60% 11.748%

11 13.927 1854 1860 1868 rBV 737196 1016767 8.79% 1.103%
12 14.469 1943 1952 1961 rBV2 1828869 2695173 23.29% 2.924%
13 15.957 2198 2205 2222 rBV 5185451 7319807 63.26% 7.941%
14 17.215 2412 2419 2426 rBV2 1955968 2826365 24.43% 3.066%
15 18.110 2565 2571 2580 rBV 344277 529217 4._.57% 0.574%

16 19.386 2784 2788 2796 rBV 154396 225303 1.95% 0.244%
17 19.839 2859 2865 2871 rBV 9362617 11570799 100.00% 12.552%
18 20.780 3021 3025 3028 rBV 109666 132679 1.15% 0.144%
19 21.109 3077 3081 3088 rBV 329699 445776 3.85% 0.484%
20 21.392 3123 3129 3135 rBV 2233417 2961179 25.59% 3.212%

21 21.550 3153 3156 3161 rVB 117220 130402 1.13% 0.141%
22 21.997 3229 3232 3236 rBV 136185 153624 1.33% 0.167%
23 22.474 3310 3313 3318 rVB 158346 197959 1.71% 0.215%
24 22.609 3331 3336 3343 rVB 466327 682796 5.90% 0.741%
25 23.003 3399 3403 3408 rVB 128610 177924 1.54% 0.193%

26 23.592 3500 3503 3509 rVB2 148449 222866 1.93% 0.242%
27 23.686 3512 3519 3527 rVB 1568572 3082369 26.64% 3.344%

Sum of corrected areas: 92183011
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020640.D

Aca On : 31 May 2019 22:00

Operator : JU/SJ

Sample : K3072-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM020640.D
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020640.D
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6000000
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4000000

2000000 14.47 17.22

13.93
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Time-->  12.00 1250 13.00 13.50 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 TIC: BM020640.D
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020640.D

Aca On : 31 May 2019 22:00

Operator : JU/SJ

Sample : K3072-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.07 31.73 ng 2715680 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 14 (3.069 min): BM020640.D (-9) (-) m/z 73.05 100.00%
g}
5000 43
55 87
3.10 3.20 3.30 3.40 3.50
o....,....','-.'..|.~,..|'.,....1??...,.1.3.1.,....,....,....,2.0.7.. m/z 43.10  36.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
<}
5000 IR AR SRR RARSR
43 3.10 3.20 3.30 3.40 3.50
55 87 m/z 87.10 25.41%
”"lﬂt'ﬂ“"l“ “I”"I”"I”"I”"I”"I”"I”"
m/z--> 20 80 100 120 140 160 180 200
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73
3.10 3.20 3.30 3.40 3.50
5000 43 m/z 55.10 24 . 73%
58
29 8(
1L
miz--> 20 4 60 80 100 130 1% 160 180 200
Abundance #1852: Acetamide, N-ethyl-
30 3.10 3.20 3.30 3.40 3.50
m/z 41.10 12.01%
5000 43 87 \\]\K
15 72
'"w'w"$"??“l'l“"|'”'l'“'l"”l"'w"'w"" HUN AR AR LA AR A
m/z--> 20 40 60 80 100 120 140 160 180 200 3.10 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020640.D

Aca On : 31 May 2019 22:00

Operator : JU/SJ

Sample : K3072-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.37 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.37 108.82 ng 9314780 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 745 (7.369 min): BM020640.D (-737) (-) m/z 132.00 100.00%
32
5000 68
6 A ma e
40 54 ‘ 75 104 7.00 7.20 7.40 7.60 7.80
Y I S .6.1-!'.'.|,..':~.,..?‘?,....,.'!..,.1.1?.,....,-'...,.. m/z 68.05 45.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR AN IS R
700 7.0 7.40 7.60 7.80
3 4 51 78 m/z 134.00 32.90%
W'”'l'”HJ'W'”'P'JI”'W'”'P'”I”'W'“'P'”I”'W“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
7.00 7.20 7.40 7.60 7.80
5000 m/z 66.10 29.99%
33 44 o g7 105
51 0 P ®e | | us
miz> 20 % 40 8 e 75 85 % 100 110 13 150 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE L o R
132 7.00 7.20 7.40 7.60 7.80
m/z 69.05 18.75%
5000
92
27 39 51 g8 \ 77 ‘ 105 447
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020640.D

Aca On : 31 May 2019 22:00

Operator : JU/SJ

Sample : K3072-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Resorcinol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.65 9.35 ng 1083820 Naphthalene-d8 10.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Resorcinol 110 C6H602 000108-46-3 97
2 Hvdroauinone 110 C6H602 000123-31-9 72
3 1.3-Benzenediol. 4.47-thiobis- 250 C12H1004Ss 000097-29-0 64
4 4(1H)-Pvrimidinone. 6-methvl- 110 C5H6N20 003524-87-6 59
5 1H-Imidazole-2-carboxaldehyde, 1... 110 C5H6N20 013750-81-7 59
Abundance Scan 1473 (11.651 min): BM020640.D (-1460) (-) m/z 110.00 100.00%
110
5000
39 53 82
| | || 95 007 11.40 11.60 11.80 12.00
.”.,..dm'N P RN M 0] AN m/z 82.10 27.11%
mz-> 0 20 40 60 8 100 120 140 160 180 200 220
Abundance #5614: Resorcinol
110
5000 LRI IR BULIULE U S
11,40 11.60 11.80 12.00
30 53 m/z 81.10 25.54%
LR AN ||95
mz-> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #5615: Hydroquinone
110
' 11.40 11,60 11.80 12,00
5000 m/z 53.10 19.20%
81
27 39 55
ST - -
mz-> 0 20 40 60 8 100 120 140 160 180 200 220
Abundance #88048: 1,3-Benzenediol, 4,4'-thiobis-
110 11.40 11.60 11.80 12.00
m/z 39.05 16.32%
5000
53 81
14 27 L MM &l H 9 121133 147 165 182 218
mz-> 0 20 40 60 éo 100 120 140 160 180 200 220 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020640.D

Aca On : 31 May 2019 22:00

Operator : JU/SJ

Sample : K3072-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.11 3.74 ng 529217 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Dodecane, 1,2-dibromo- 326 C12H24Br2 055334-42-4 18

Abundance Scan 2571 (18.110 min): BM020640.D (-2565) (-) m/z 73.10 100.00%

43 60 73

5000 129

-

97

115 ]_57171185 213 L L B LB N N R B
143 199 | 227 256 17.80 18.00 18.20 18.40

m/z 43.10 88.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 L L s L

17.80 18.00 18.20 18.40
m/z 60.00 85.76%

213

143157171185 199

L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73

43 B e L  EREaEmma
17.80 18.00 18.20 18.40

5000 129 m/z 41.05 73.11%

29
7 115 1 214
I T ® 143157‘185 |
S TN PR ) O S P A S A —

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

%

Abundance #75071: Tetradecanoic acid e
60 73 17.80 18.00 18.20 18.40
43 m/z 55.05 69.66%
5000 129
7 185 228
9 115 | 143 171 ‘
‘ ‘ ‘ | ‘ H‘ ‘ \ﬁ‘ H | Ll ‘ 157 199 213 T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18. OO 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020640.D

Aca On : 31 May 2019 22:00

Operator : JU/SJ

Sample : K3072-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.11 3.01 ng 445776 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Cvcloeicosane 280 C20H40 000296-56-0 95
3 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 90
Abundance Scan 3081 (21.109 min): BM020640.D (-3077) (-) m/z 57.10 100.00%
57
83
5000
111
SN BN B
3 139 208 20.80 21.00 21.20 21.40
| A7y 167183208 253 280 327 355374 | nso 43 10 92.51%
m/z--> 50 100 150 200 250 300 350
Abundance #72491: Cyclohexadecane
5 g3
5000 UM AR AR
29 111 20.80 21.00 21.20 21.40
m/z 55.10 71.86%
m/z--> 50 100 150 260 250 300 350
Abundance #106397: Cycloeicosane
55
83 USRI SN B
20.80 21.00 21.20 21.40
5000 m/z 83.10 63.60%
29 111
L “ I } 139 168 106 204 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #129672: 1-Hexadecanesulfonyl chloride R B B
57 20.80 21.00 21.20 21.40
83 m/z 71.10 62.02%
29
139
\J i LUl J “ |- lt h 1§7 y 196 224 253271 307325
m/z--> 50 100 150 2(')0 250 300 350 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM053119\
Data File : BM020640.D

Aca On : 31 May 2019 22:00

Operator : JU/SJ

Sample : K3072-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM053119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 5

Peak Number 7 Squalene

Relative to ISTD R.T.

R.T. EstConc Area
22.61 4.43 ng 682796
Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 Saualene

2 2.6.10.14.18.22-Tetracosahexaene. ..
3 4.9.13.17-Tetramethvl-4.8.12.16-. ..
4 2.6.10.14-Hexadecatetraen-1-ol. ...
5 7,11-Dimethyldodeca-2,6,10-trien. ..

410 C30H50
410 C30H50
316 C22H360
332 C22H3602
208 C14H240

007683-64-9 91
000111-02-4 91
056882-09-8 83
061691-98-3 72
125529-10-4 72

Abundance Scan 3336 (22.609 min): BM020640.D (-3331) (-) m/z 69.10 100.00%
69
5000 I
41 IIIIIIIIIIIIIIIIIIII
95
J 137 22.20 22.40 22.60 22.80 23.00
163
Ol L A 1 (168 101 217237250282 341367 401 | 7 81.10  50.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 LA L L L Y L L L L
22120 22.40 22.60 22.80 23.00
41 m/z 41.10 24 _.97%
|,, | d 11y j 163 101 217 245 273 299 341 367 410
e T e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
e T
22.20 22.40 22.60 22.80 23.00
5000 m/z 95.10 13.38%
41
% 121 149
Chhd g d 7175 203 231 273 299 341 367 410
— e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal A B oL
69 22.20 22.40 22.60 22.80 23.00
m/z 68.10 12.17%
5000{ 41
93
137
i h 13 | ae1 12 19 247 273 316
——— ; ; e e e S RaEEe s
m/z--> 50 100 150 200 250 300 350 400 22120 22,40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM053119\
Data File : BM020640.D

Acq On : 31 May 2019 22:00

Operator : JU/SJ

Sample - K3072-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM053119_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.07 31.7 ng 2715680 1 7.83 1711960 20.0
unknown? .37 7.37 108.8 ng 9314780 1 7.83 1711960 20.0
Resorcinol 11.65 9.3 ng 1083820 2 10.63 2317310 20.0
n-Hexadecanoic acid 18.11 3.7 ng 529217 4 17.22 2826370 20.0
Cyclohexadecane 21.11 3.0 ng 445776 5 21.39 2961180 20.0
Squalene 22.61 4.4 ng 682796 6 23.69 3082370 20.0
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