LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104248.D

Aca On : 5 Apr 2018 1:24

Operator : JU/SJ

Sample : J2170-01

Misc :

ALS Vial : 26 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 2.299 31 36 43 rVB 61255 92238 2.50% 0.339%
2 5.204 526 530 540 rBV 53472 103962 2.82% 0.382%
3 5.593 592 596 629 rBVY 1304845 2862705 77.69% 10.507%
4 6.593 763 766 785 rBVY 1522786 2957183 80.25% 10.854%
5 6.728 785 789 824 rVV 2048309 3662031 99.38% 13.441%

6.957 824 828 849 rvv 255940 702450 19.06% 2.578%
7.104 849 853 883 rvB 1887886 2497771 67.78% 9.168%
7.516 920 923 946 rBV 950709 1863435 50.57% 6.839%
8.234 1041 1045 1067 rBV 485699 883495 23.98% 3.243%
9.304 1223 1227 1256 rBV 2801404 3684848 100.00% 13.524%

=
QO ~NO®

11 9.698 1287 1294 1306 rBV 114838 167555 4 _55% 0.615%
12 9.986 1339 1343 1363 rBV2 829306 980796 26.62% 3.600%
13 10.786 1475 1479 1491 rBV 1320297 1886639 51.20% 6.925%
14 10.863 1491 1492 1503 rVB2 58090 87469 2.37% 0.321%
15 11.486 1594 1598 1619 rBV 558200 851468 23.11% 3.125%

16 13.069 1862 1867 1892 rBV 2254310 2723581 73.91% 9.996%
17 13.939 2011 2015 2021 rBV 58276 70123 1.90% 0.257%

18 14.139 2045 2049 2060 rBV 438336 627920 17.04% 2.305%
19 15.674 2305 2310 2330 rVB 281532 540149 14.66% 1.983%

Sum of corrected areas: 27245818
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104248.D

Aca On : 5 Apr 2018 1:24

Operator : JU/SJ

Sample : J2170-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF104248.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104248.D

Aca On : 5 Apr 2018 1:24

Operator : JU/SJ

Sample : J2170-01

Misc :

ALS Vial : 26 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.

2.30 2.63 ng 92238 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 36 (2.299 min): BF104248.D (-31) (-) m/z 73.10 100.00%
3
5000 /\
3 87 JL
| 220 240  2.60
bbbt e e | M/ 43.00 32.05%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 T T T T T
43 220 240  2.60
55 87 m/z 87.10 26.88%
29
0"W'”'P'”I““W"”H”MW'L'P'”I”'?Q'”I”'W'”'P'”I”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
220 240 260
5000 m/z 55.05 22 .86%
43
oL 2 15 29 44 53 66 88
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl-
5 7B 220 240  2.60
m/z 71.10 11.52%
5000
43
S v U Y- O N N/ S - ( OVY
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 220 240  2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104248.D

Aca On : 5 Apr 2018 1:24

Operator : JU/SJ

Sample : J2170-01

Misc :

ALS Vial : 26 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 3

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

5.20 2.96 ng 103962 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 529 (5.198 min): BF104248.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101 T
4.80 5.00 520 5.40 5.60
Ob el Sl 8 | w7z 59.00  62.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS SR LR
59 4.80 5.00 520 540 5.60
m/z 101.10 23.85%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
T
4.80 5.00 520 5.40 5.60
5000 41 m/z 58.00 15.87%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R A REaas LR
43 480 5.00 520 5.40 5.60
m/z 41.10 10.71%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 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\BF040418\
Data File : BF104248.D

Aca On : 5 Apr 2018 1:24

Operator : JU/SJ

Sample : J2170-01

Misc :

ALS Vial : 26 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 unknown6.73 Concentration Rank 1

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

6.73 104.27 ng 3662030 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 789 (6.728 min): BF104248.D (-785) (-) m/z 131.95 100.00%
132
5000 68 A\\_
© 51 || 7o Pigsus J ok &0 6bo 700
Ol ety 7 87 L MO1S L m/z 68.05 37.23%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BESSERERESE SRRE RR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.65%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 23.00%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 14.69%
5000 og M° JL\
I I 89%‘;,&97,\,\",,“_ s 189 I |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104248.D

Aca On : 5 Apr 2018 1:24

Operator : JU/SJ

Sample : J2170-01

Misc :

ALS Vial : 26 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 Sulfurous acid, 2-propyl tr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.86 2.05 ng 87469 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 72
2 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 72
3 Nonane. 5-methvl-5-propvl- 184 C13H28 017312-75-3 64
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
5 Decane, 3-methyl- 156 C11H24 013151-34-3 64
Abundance Scan 1492 (10.863 min): BF104248.D (-1491) (-) m/z 57.05 100.00%
g7
85
5000
41 o) S A
10.60 10.80 11.00 11.20
0.,....,| A, 172 B 'm/z 71.05 75.59%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #149373: Sulfurous acid, 2-propy! tridecyl ester
43
5000 &
10.60 10.80 11.00 11.20
m/z 43.05 62.17%
97
ol 2l ‘\ QLS 1 182 gy
m>%&&%mmmmmmmmmmﬁﬁ'
Abundance
57
10,60 10.80 11.00 11.20
5000 85 m/z 85.10 57.20%
41
. 112 141 184
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48915: Nonane, 5-methyl-5-propyl-
7 10.60 10.80 11.00 11.20
43 m/z 41.00 26.75%
5000
127
O.KKJHJHJ.W“?ﬁHWL”‘””.”..”.”” R —— NS NI
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20

8270-BF032818_.M Thu Apr 05 15:46:48 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040418\
Data File : BF104248.D

Aca On : 5 Apr 2018 1:24

Operator : JU/SJ

Sample : J2170-01

Misc :

ALS Vial : 26 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 5
R.T. EstConc Area Relative to ISTD R.T.

13.94 2.23 ng 70123 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Nonadecene 266 C19H38 018435-45-5 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93

4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 2015 (13.939 min): BF104248.D (-2011) (-) m/z 83.00 100.00%
57
2000 T nﬁjkquwMWMw,Jtvwwvwmm/vuu»ﬁ
NIIIIIIIIIIIIIIIIIIIIII
3 139 209 13.60 13.80 14.00 14.20
0 m/z 97.05 98.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83
5000 111 LA L L L L L L |
13.60 13.80 14.00 14.20
29 m/z 57.10 95.31%
ol 167 196 224 252 280 308
RARRRRRIRARAN R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 69.00 83.96%
125
0 26 154 182 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 A B e
83 13.60 13.80 14.00 14.20
m/z 43.00 80.16%
h MWAL\M
o \“ ‘ 167 195 222 250 280 308 336
”quupu.”” T R RS e
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040418\
Data File : BF104248.D

Acq On : 5 Apr 2018 1:24

Operator : JU/SJ

Sample - J2170-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_M
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... 2.30 2.6 ng 92238 1 6.96 702450 20.0
2-Pentanone, 4-hy... 5.20 3.0 ng 103962 1 6.96 702450 20.0
unknown6.73 6.73 104.3 ng 3662030 1 6.96 702450 20.0
Sulfurous acid, 2... 10.86 2.0 ng 87469 4 11.49 851468 20.0
Behenic alcohol 13.94 2.2 ng 70123 5 14.14 627920 20.0
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