LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\
Data File : BF104283.D

Aca On : 5 Apr 2018 21:27

Operator : JU/SJ

Sample : J2237-01

Misc :

ALS Vial : 13 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:\HPCHEM1I\BNA F\METHODS\8270-BF032818.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 2.281 28 33 42 rVB 119276 164983 5.15% 0.654%
2 5.193 525 528 537 rBV 38664 70821 2.21% 0.281%
3 5.581 591 594 624 rBV 822894 2074077 64.75% 8.224%
4 6.581 761 764 784 rBVY 1010282 2314020 72.24% 9.176%
5 6.716 784 787 820 rVV 1602747 2987030 93.26% 11.845%
6 6.951 824 827 848 rVV 159303 547152 17.08% 2.170%
7 7.098 848 852 876 rVB 1263819 1976422 61.70% 7.837%
8 7.516 919 923 945 rBV 556543 1471703 45.95% 5.836%
9 8.228 1040 1044 1061 rBV 360862 740966 23.13% 2.938%
10 9.292 1222 1225 1248 rBV 2169903 3203053 100.00% 12.701%

11 9.692 1286 1293 1304 rBV 92031 148826 4._.65% 0.590%
12 9.980 1338 1342 1360 rBV 757144 954079 29.79%% 3.783%
13 10.386 1408 1411 1414 rBV 56207 45842 1.43% 0.182%
14 10.775 1474 1477 1489 rBV 1225778 1909529 59.62% 7.572%
15 10.857 1489 1491 1503 rVB 91338 163592 5.11% 0.649%

16 11.480 1593 1597 1619 rBV 561934 1000491 31.24% 3.967%
17 11.980 1679 1682 1693 rBV3 41164 69601 2.17% 0.276%
18 12.933 1840 1844 1852 rVB2 37722 46800 1.46% 0.186%
19 13.063 1861 1866 1888 rBV 2423274 3167712 98.90% 12.561%
20 13.927 2010 2013 2029 rBV 265613 335769 10.48% 1.331%

21 14.133 2044 2048 2065 rBV 595224 929860 29.03% 3.687%
22 14.574 2115 2123 2127 rBV6 17401 37638 1.18% 0.149%
23 14.951 2183 2187 2192 rVB 145402 154996 4.84% 0.615%
24 15.662 2303 2308 2323 rBV 325225 655650 20.47% 2.600%
25 16.139 2384 2389 2398 rBV7 19100 47676 1.49% 0.189%

Sum of corrected areas: 25218288
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF040518\

BF104283.D

5 Apr 2018 21:27

JussJ

J2237-01

13 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\
Data File : BF104283.D

Aca On : 5 Apr 2018 21:27

Operator : JU/SJ

Sample : J2237-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 4

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

2.28 6.03 ng 164983 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 33 (2.281 min): BF104283.D (-28) (-) m/z 73.10 100.00%
73
5000
3 55 87
2.202.302.402.50 2.602.70
e e e et e e | M7z 43.05 31.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 2.202.302.402.50 2.602.70
55 87 m/z 87.05 23.68%
G
mz-> 20 % 4 s'o 60 70 80 90 100 110 120 130
Abundance
73
87
2.202.302.402.50 2.602.70
5000 a1 55 m/z 55.00 23.58%
29
47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-
7B 2.202.302.402.50 2.602.70
m/z 71.10 10.95%
5000 59
87
43
29 || 53 67 | ‘ 102
m/z--> 20 30 40 50 60 70 80 90 1(')0 110 120 130 2.202.302.402.50 2.602.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\
Data File : BF104283.D

Aca On : 5 Apr 2018 21:27

Operator : JU/SJ

Sample : J2237-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.19 2.59 ng 70821 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 28
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 528 (5.193 min): BF104283.D (-525) (-) 43.00 100.00%
43
59
5000
101

49 | 83 480 500 520 540 560
S—T) Fo: R | NS+ S A m/z 59.00 67.05%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 R
59 480 500 520 540 5.60

m/z 101.00 26 .50%

15 101
T 5 % g 53 83
s B BT A o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R RRmm e L e
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.05 18.80%
101
28 59
70 84
15 53 78 95
T T e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- R o R B o
59 4.80 5.00 5.20 5.40 5.60
m/z 41.00 10.89%
41
5000
86
‘\ Slm\ ?\9 ‘ 101
L B IR B T B LA LI e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\
Data File : BF104283.D

Aca On : 5 Apr 2018 21:27

Operator : JU/SJ

Sample : J2237-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 3 unknown6.72 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.72 109.19 ng 2987030 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17

2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Methvlpvrrololl.2-alovrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 788 (6.722 min): BF104283.D (-784) (-) m/z 131.95 100.00%
5000 68 [L\
6 640 660 6.80 7.00
40 54 | 75 104
48 62
S TN -/ A e - 1 N m/z 68.05 36.40%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
M 97 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.97%
79
34“‘ ‘\ 6L 89y 103110 | 124 |
T T T T T T T e T [ T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 R R e REams
104 6.40 6.60 6.80 7.00
5000 m/z 66.00 22.19%
78
31 38 4, 51
LI o o o o e o e e S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 6.40 6.60 6.80 7.00
m/z 96.00 14 _.36%
97
5000
70
31 60
| 4st % | 77 8 | 105 ue |
L LI n i o o A BamEE R R N RERRE
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\
Data File : BF104283.D

Aca On : 5 Apr 2018 21:27

Operator : JU/SJ

Sample : J2237-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.86 3.27 ng 163592 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
Abundance Scan 1492 (10.863 min): BF104283.D (-1489) (-) m/z 57.05 100.00%
g7
5000
4 o MM AN
\ 10.60 10.80 11.00 11.20
rrepree e m/z 71.05 69.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117637: Nonadecane
57
85
5000 4 U SR BN SUNURE B
10.60 10.80 11.00 11.20
m/z 43.10 59.47%
)L M8 141 169 197 268
m/z--> 25 45 éo éo 100 120 140 160 180 200 220 240 260 2§0 360 350
Abundance
57
g5 1060 10.80 11.00 11.20
5000 Al m/z 85.05 49.13%
15 13 m 169 197 240
WWWWWWWWWTWTWWHTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57 10.60 10.80 11.00 11.20
m/z 41.10 26.34%
85
5000
4
113
15 | ‘ L | /77,14 169 197 225 253 206
m/z--> i4b&8M®nmmmmmmmmmmmﬁM%' mmmmnmn%

8270-BF032818_.M Fri Apr 06 12:11:20 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\
Data File : BF104283.D

Aca On : 5 Apr 2018 21:27

Operator : JU/SJ

Sample : J2237-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.93 7.22 ng 335769 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Heptacosanol 396 C27H560 002004-39-9 95
5 1-Heneicosanol 312 C21H440 015594-90-8 95

Abundance Scan 2013 (13.927 min): BF104283.D (-2010) (-) m/z 83.10 100.00%

97
5000

13.60 13.80 14.00 14.20
m/z 57.05 98.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
13.60 13.80 14.00 14.20
m/z 55.05 93.33%

\“\ 167 196 224 252 280 308
“q”““”,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
A Al Sy ——

13.60 13.80 14. 00 14.20

5000 11 m/z 97.05 91.49%
29 139
167 195 222 250 280 308 336
mmmrrmmm‘mmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131393: n-Nonadecanol-1
43 83 13.60 13.80 14.00 14.20

m/z 43.05 88.09%

5000

26 | Il 139 168 196 221238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040518\
Data File : BF104283.D

Aca On : 5 Apr 2018 21:27

Operator : JU/SJ

Sample : J2237-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 7 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.95 4.73 ng 154996 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
Abundance Scan 2187 (14.951 min): BF104283.D (-2183) (-) m/z 69.05 100.00%
6o
5000 \JL
41 PN U U SR
9 137 14.60 14.80 15.00 15.20
] a gl o gl 175208 e 34 7 81.05  49.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 NN SR SR
a1 14.60 14.80 15.00 15.20
m/z 41.00 19.80%
% 121 149
Sl T 175 203 231 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14:60 14.80 15.00 15.20
5000 m/z 95.00 13.69%
41
95 137
117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A B B n o a
69 14.60 14.80 15.00 15.20
m/z 68.00 12.31%
5000
41
95 137
el ilul%lﬁlJllfeéll?? —
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040518\
Data File : BF104283.D

Acq On : 5 Apr 2018 21:27

Operator : JU/SJ

Sample - J2237-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818.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]
Butane, 2-methoxy... 2.28 6.0 ng 164983 1 6.95 547152 20.0
2-Pentanone, 4-hy... 5.19 2.6 ng 70821 1 6.95 547152 20.0
unknown6 .72 6.72 109.2 ng 2987030 1 6.95 547152 20.0
Nonadecane 10.86 3.3 ng 163592 4 11.48 1000490 20.0
Behenic alcohol 13.93 7.2 ng 335769 5 14.13 929860 20.0
Squalene 14.95 4.7 ng 154996 6 15.66 655650 20.0
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